Commercial Component
Component Chemicals Chemical CAS # MW BP**
Product e el ae
Distribution*
Crudemcum | A methylcyclohexane 68 to 89% 100492 | 12821 | 180-202°C
methanol
4-
(methoxymethyl)cyclohex 4-22% 98955-27-2 158 25 20C
anemethanol
methyl 4-
methylcyclohexanecarbox 5% 51181-40-9 156.22 191.7°C
ylate
dimethyl 1,4- 132°C
cyclohexanedicarboxylate 1% 94-60-0 200 23 (technical
grade)
methanol 1% 67-56-1 32.04 64.7°C
14- 1-2% 105-08-8 144.21 283°C
cyclohexanedimethanol
DOWANOL™ D|propyler:ihggcol phenyl
DIPPH Glycol >60% 51730-94-0 210.27 280°C
or (methyl-2-
Ether
phenoxyethoxy)propanol
propylene glycol phenyl
ether or 1-phenoxy-2- <25% 770-35-4 152 19 242 7°C
propanol

* Eric Weber, ORD/NERL/ERD, 2/4/2014
** source dependent
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Component Chemical

CAS # MW Bp**
Distribution*

Component Chemicals

4-methylcyclohexanemethanol 68 to 89% 100-49-2 128 21 180-202°C

OH

NOTE: The following information has not been peer-reviewed nor does it represent the views of the

Agency.

Oxidation of primary alcohol = 4-methyl cyclohexane -1-carbaldehyde (Fig 1) CAS RN: 33242-79-4
Formula: C8H140 MW- 126 19, B.P - 202-205 °C.

CH,

o7 (Fig1)
Further oxidation of an aldehyde yields a carboxylic acid A stepwise oxidation (as opposed to oxidation
of methyl group and opening of the nng)might result in 4-Methyl-1-cyclohexanecarboxylic acid (Fig 2).
CAS No.: 13064-83-0 (Fig 2). Formula: CH3C6H10CO2H. MW. 142 20 A powder in pure form. This
compound is a napthenic acid {NA) and has been used to study biodegradation kinetics of NAs NAs In
the oil refinery business refer to naturally occurring complex mixtures of alkyl-substituted cycloaliphatic
carboxylic acids that concentrate 1n the tailings from extraction of oil from tar sands. The most
interesting thing | read with respect to the NAs was one study that found different biodegradation rates
between cis- and trans- 1Isomers {Canadian Water Resources Journal, Biodegradation Kinetics of
Geometric Isomers of Model Naphthenic Acids in Athabasca River Water | V Headley, K.M Peru, S.
Tanapat & G. Putz, Published online* 23 Jan 2013,
http.//www tandfonline com/doi/abs/10 4296/cwrj2701025)

O
OH

HaC" (Fig 2)

If KMnO4 did not open the cyclohexane ring to yield monocarboxylic acids or a dicarboxylic acid you
might in theory get 1,4 cyclohexanedicarboxylic acid {Fig 3), CAS No 1076-97-7, a compound with very
low water solubility untess deprotonated at more basic pH resulting in a soluble carboxylate
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OH
HO

O (Fig 3)

Alkaline KMnO4 would likely open the cyclohexane ring to give a dicarboxylic acid the octanedioic acid
(Fig 4) or perhaps smaller acids such as acetic or oxalic acid. Smaller carboxylic acids are formic (C=1),
acetic (C=2), propranoic (C=3) and dicarboxylic acids oxalic (C=2), malonic (C=3) succinic (C=4) up to C=5
are soluble in water

0]

H

o) (Fig 4)

In general, open chain carboxylic acids might be the ultimate products of alkaline KMnO4 oxidation of
MCHM. KMnO4 prefers to oxidize double bonds so MCHM may not have been oxidized at all by KMnO4
in river water treatment Chlorination may not be sufficient to make carboxylic acids but small soluble
carboxylic acids, produced by KMnO4 or free radicals, that make 1t to chlorination could be halogenated
Depending on pH before the chiorination step, the larger dicarboxylic acids may be removed as
precipitates

Component
Component Chemicals Chemical CAS # MW BP
Distribution*
a-
(methoxymethyl)cyclohexanemet 4-22% 98955-27-2 158.25 ?°C
hanol

l o--

In theory, oxidation of primary alcoho! and ether groups might result in small open chain carboxylic
acids and perhaps acetates such as methyl acetate (Fig 5) or methyl formate (Fig 6) | would trust the
QSAR predictions more on this one

o]

Lo

(Fig 5) (Fig 6)
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Some EPA Methods

EPA 556 1 DETERMINATION OF CARBONYL COMPOUNDS IN DRINKING WATER BY FAST GAS
CHROMATOGRAPHY, 1999 A place to start to detect aldehydes and ketones

EPA 522 DETERMINATION OF 1,4-DIOXANE IN DRINKING WATER BY SOLID PHASE EXTRACTION (SPE)
AND GAS CHROMATOGRAPHY/MASS SPECTROMETRY {GC/MS) WITH SELECTED ION MONITORING (SIM),
2008 A place to start for ethers

EPA Method 611—Haloethers.
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Commercial Component
Component Chemicals Chemical CAS # MW Bp**
Product R
Distribution*
DOWANOL™ propylene glycol phenyl <25% 770-35-4 152 19 242.7°C
DiPPH Glycol ether or 1-phenoxy-2-
Ether propanol

PPh
HO

04
secondary alcohol, major t1somer, CAS No.: 770-35-4
HO

The EPA’s EPIWIN/APO model I1s reported to estimate atmospheric photodegradation half-life of PPh at
3.45 hrs based on 12 hours of sunlight and avg OH radical concentration of 1 5E6 OH/cm?® Free radical
oxidation might result in phenol (Fig and propylene glycol (I attempted writing out the free radical
reaction and terminated i1t there ) |also found literature indicating that acidic KMnO4 could oxidize
phenyl glycol ether to phenol and carboxylic acids Another source indicated propylene glycol (Fig 8)
oxidation to oxalic (Fig 9) and carbonic acids (Fig 10)

primary alcohol, the minor isomer, CAS No.: 4169-04-4

Phenol (Fig 7) Formula: C6H60. Molecular weight' 94 1112 CAS No - 108-95-2

HO
(Fig 7)

OH

~

Propylene glycol (Fig 8) CAS No. 57-55-6 Formula: C3H802. Molecular weight 76 0944

(Fig 8)

Oxalic acid (Fig 9) CAS No 144-62-7 Molecular weight 90.03
) o

o

HO OH
(Fig 9)
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Carbonic acid (Fig 10)

0" (rg10)

Biological methylation of phenol to anisole (Fig 11) 1s reported in the literature Anisole (methoxy
benzene) CAS No.: 100-66-3 Formula- C7H80. Molecular weight. 108.1378 Article on halogenated
anisoles in the environment Fresenius J Anal Chem (2001) 371 598-606, “Halogenated methyl-phenyl
ethers (anisoles) in the environment Determination of vapor pressures, aqueous solubilities, Henry's
law constants, and gas/water- (Kgw), n-octanol/water- (Kow) and gas/n-octanol (Kgo) partition
coefficients ”

O/C Hj

(Fig 11)
Oxidation of phenol with KMnO4 is reported to produce benzoquinones (Fig 12)

O

O (rg12)

I found one article that reported using PPh as a model compound for chiorination. Environ Sci Technol.
2004, 38, 4019-4025, “Transformation of Aromatic Ether and Amine-Containing Pharmaceuticals during
Chlorine Disinfection.” Researchers looked at chlorination of pharmaceuticals using PPh (1-phenoxy-2-
propanol) as a model compound Used RP-HPLC, 30%HEPES buffer/70%acetonitrile and UV detection at
275 The point might be that if PPh survives drinking water pre-treatment, 1t may halogenate.
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Effect of Biodegradation on MCHM Released to the Elk River, West Virginia
Concept Proposal by Michelle M. Lorah, Charles Walker, and Doug Chambers
U.S. Geological Survey

As a result of the estimated 10,000-gallon spill of crude 4-methylcyclohexanemethanol
(MCHM) that drained from a storage tank and entered the Elk River in West Virgima in January
2014, information on the environmental fate of this chemical mixture is critically needed. Little
appears to be known about the transport properties and degradation reactions of MCHM, despite
its common use as a frothing agent to clean coal and subsequent release to the environment in
wash water The relatively low solubility of MCHM in water and the lipophilic nature of this
compound, as suggested by its chemical structure, indicate that sorption of MCHM to soils and
sediment beneath the storage tank and in the bottom sediments of the Elk River could slow its
transport and complete flushing from the area impacted by the spill. Slow release of MCHM
from dissolution of pools of the compound and sorbed material could provide a long-term source
of contaminants to water. For many organic compounds, biodegradation reactions are the
primary mechanism for attenuation and potential complete destruction of the contaminant in
soils, groundwater, and bottom sediments. Alternatively, biodegradation sometimes produces
intermediate compounds that are more soluble and toxic than the parent compound (i.e
production of vinyl chloride from incomplete degradation of trichloroethylene). Defining
biodegradation processes and products, therefore, is important to provide an understanding of the
fate and toxicity of the MCHM released in this spill and at coal washing facilities. We propose
to evaluate the biodegradation of crude MCHM and pure MCHM in laboratory microcosms

using sediment exposed to crude MCHM at the spill site by the Elk River, West Virginia.

1 MCHM Biodegradation Proposal
USGS, February 2014
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MCHM is a saturated alicyclic primary alcohol with a methyl (CH3) and hydroxymethyl
(CH20H) group on the cyclohexane ring, which can give cis and trans 1somers depending on the
positions of these groups. The relative amounts of the isomers and other components in crude
MCHM commercial mixtures can vary with supplier. Eastman lists MCHM as consisting of 68-
89 percent MCHM, 4-10 percent water, S percent methyl 4-methylcyclohexanecarboxylate, 1
percent dimethyl 1,4-cyclohexanedicarboxylate, 1-2 percent 1,4-cyclohexanedimethanol, and 1
percent methanol (Material Safety Data Sheet, Eastman Chemical Company, 2011). Only one
limited study of biodegradation of MCHM is known, completed by Eastman Kodak Company of
crude MCHM using a standard 28-day carbon dioxide (CO2) evolution test and laboratory-
prepared water that was inoculated with activated sludge microorganisms previously unexposed
to MCHM (Beglinger, 1997). The crude MCHM was classified as “not readily biodegradable”
according to the test protocol because less than 60 percent biodegradation was measured within
10 days. Substantial CO2 evolution was measured, however, after a 9-day lag period and
indicated 53-54 percent degradation within the 28-day test period. If microorganisms used in
this test had been previously exposed to MCHM, the lag period before degradation may not have
occurred. Degradation products besides CO; were not measured, nor the relative amount of
MCHM degradation compared to other components of the crude mixture. Recent controversy
over reports of possible formaldehyde generation from crude MCHM released in the West
Virginia spill demonstrate the need to evaluate both pure MCHM and the crude mixture.

Although alicyclic hydrocarbons are substantial components of petroleum mixtures, and
thus are common contaminants, relatively few studies of their biodegradation under aerobic and
anaerobic conditions have been reported (Rios-Hernandez et al., 2003). Based on the chemical

structure of MCHM, it 1s likely that the primary alcohol 1s ox1idized to corresponding aldehydes

2 MCHM Biodegradation Proposal
USGS, February 2014
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and carboxylic acid, producing intermediates such as 4-methylcyclohexanecarboxylic acid,
which 1s a naphthenic acid. Naphthenic acids are natural components of hydrocarbon deposits
and their environmental fate and toxicity have been reviewed recently because they are major
contaminants in extraction water from o1l sands and other petroleum deposits (Headley and
McMartin, 2004). Naphthenic acids generally are considered weakly biodegradable, although
both aerobic and anaerobic cultures of native microbial communities from oil sands tailings
water have been shown to be capable of degrading a range of these compounds (Headley and
McMartin, 2004). Alkylsuccinate derivatives, in addition to carboxylic acid compounds, also
have been 1dentified as metabolites under sulfate-reducing conditions in a study that used
ethylcyclopentane as a model alicyclic hydrocarbon (Rios-Hernandez et al., 2003).

We propose to characterize the biodegradation processes, rates, and metabolites using site
water and sediment with native microbial communities potentially acclimated to crude MCHM
from exposure at the Elk River spill site to the MCHM. Replicate microcosms would be
prepared in the laboratory under a range of redox conditions, amended with crude MCHM, and
monitored for loss of MCHM and production and removal of metabolites. Sterile controls also
would be prepared to measure potential loss due to abiotic processes such as sorption. Samples
collected from the site would be analyzed for metabolites observed in the laboratory to confirm
their potential importance on environmental fate of MCHM Microcosm preparation and
analysis would be performed in the USGS Maryland-Delaware-DC research laboratory. A
GC/MS with purge and trap and a GC/FID are available in this laboratory for analyses.
Additional analytical support could be obtained from the USGS National Water Quality
Laboratory for metabolite identification Collection of samples for laboratory testing and

confirmation analyses would be performed the USGS West Virginia Water Science Center.

3 MCHM Biodegradation Proposal
USGS, February 2014
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Warner, Sue

From: Warner, Sue

Sent: Thursday, April 10, 2014 9 31 AM

To: Gundersen, Jennifer, Graybill, Eric, Molnar, Adam, Zawodny, Peggy, Poff, Kevin, Nguyen,
Hoang

Cc: Caporale, Cynthia

Subject: RE Request for Review WV TAP, project results

A
'(//‘\?,’47%/\-//(,_’1)

L A,

The main breakdown products of MCHM are excepted to be:

4-methyl cyclohexane-1-carbaldehyde «°
4-methyl-1-cyclohexanecarboxylic acid

Ex. 5 - Deliberative

o

1,4 cyclohexanedicarboxylic acid .
P et

The following may also be seen, but may also be present from other sources. octanedioic acid, acetic acid, oxalic acid,
formic acid, propanoic acid, malonic acid, succinic acid, chlorinated carboxylic acids, methyl acetate, methyl formate

The main breakdown products of PPH are expected to be.

phenol Ex. 5 - Deliberative

Propylene glycol
Halogenated PPH

Y
The following may also be seen, but may also be present from other sources: oxalic acid, carbonic acid, carboxylic acids,

chlorinated carboxylic acids, anisole {(methoxy benzene) and benzoquinones

From: Warner, Sue

Sent* Tuesday, April 08, 2014 3 42 PM

To. Gundersen, Jennifer, Graybill, Eric, Molnar, Adam; Zawodny, Peggy, Poff, Kevin, Nguyen, Hoang
Cc Caporale, Cynthia

Subject* RE Request for Review WV TAP project results

We will meet on Thursday at 10-00 in E201.

From- Gundersen, Jennifer

Sent: Tuesday, Aprii 08, 2014 8 32 AM

To. Warner, Sue, Graybill, Eric; Molnar, Adam; Zawodny, Peggy; Poff, Kevin, Nguyen, Hoang
Cc: Caporale, Cynthia

Subject. RE* Request for Review. WV TAP project results

| can do Thu at 10

From Warner, Sue

Sent. Monday, Apnl 07, 2014 236 PM

To: Graybill, Eric, Molnar, Adam; Zawodny, Peggy; Poff, Kevin, Gundersen, Jennifer, Nguyen, Hoang
Cc: Caporale, Cynthia

Subject RE. Request for Review WV TAP project results
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Can we meet sometime this week? How about Wednesday or Thursday morning at 10 00?

Attached 1s some information on the breakdown products

From. Caporale, Cynthia

Sent. Monday, April 07, 2014 2.18 PM

To: Warner, Sue; Graybill, Eric, Molnar, Adam, Zawodny, Peggy, Poff, Kevin, Gundersen, Jennifer, Nguyen, Hoang
Subject: Request for Review: WV TAP project results

Importance: High

All,

Since this data has information on TICs and there 1s still an interest in confirming the potential breakdown products of
MCHM/PPH post-treatment, the File 6 needs to be reviewed. The goal is to review the individual TICs and determine I
the tentative identification indicates a source material (those compounds on the MSDS for crude material) or if it could
be a potential breakdown product

With this much data, | would like each of you to review a portion of the results so as not to have the entire task on one
person. Please meet and decide how to divide up the results (e g, each review 50-60 pages) and provide a proposed
completion date Sue and Kevin have some extensive information on the potential breakdown products based on
previous conference calls so work with them if you need this background. The outcome of this review should be a
report that highlights what was reviewed, by whom, what TiCs were determined to be present, and the tentative
classification {source matenial, breakdown product, other).

This 1s an unusual request for us so please let me know if further clarification or discussion i1s needed. Our Water
Protection Division 1s very much interested in what you determine.

I'm suggesting a 2-week turnaround time but if after you meet as a group you determine you need more time please let
me know

Thank you to Sue who did the leg work on this and found the type of information we have been searching for these past
few months!

Cindy

From: Warner, Sue

Sent: Monday, Aprl 07, 2014 10.49 AM

To Caporale, Cynthia, Graybill, Eric; Molnar, Adam; Zawodny, Peggy; Poff, Kevin, Gundersen, Jennifer
Subject: RE: WV TAP project results

I have reviewed the files and found that File 1 has a few TICs , presented as text only File 4 has 265 pages of TICs,
presented as text only File 6 has 398 pages of TIC spectra for us to look at We should look for breakdown products in
these TICs

From: McCann, Mark

Sent: Monday, April 07, 2014 8 45 AM

To. Gundersen, Jennifer

Cc Caporale, Cynthia, Warner, Sue; Graybill, Eric, Molnar, Adam, Zawodny, Peggy; Poff, Kevin

2
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Ex. 5 - Deliberative -
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Commercial Component
Component Chemicals Chemical CAS # MW BP**
Product e
Distribution*
Crude MCHM 4-methylcyclohexane 68 to 89% 100-49-2 128 21 180-202°C
methanol
4-
(methoxymethyl)cyclohex 4-22% 98955-27-2 158 25 20C
anemethanol
methyl 4-
methylcyclohexanecarbox 5% 51181-40-9 156.22 191.7°C
ylate
dimethyl 1,4- 132°C
cyclohexanedicarboxylate 1% 94-60-0 200 23 (technical
grade)
methanol 1% 67-56-1 3204 64 7°C
1.4- 1-2% 105-08-8 144 21 283°C
cyclohexanedimethanol
DOWANOL™ Dlpropyler;hggcol phenyl
DIPPH Glycol >60% 51730-94-0 210 27 280°C
or {methyl-2-
Ether
phenoxyethoxy}propanol
propylene glycol phenyl
ether or 1-phenoxy-2- <25% 770-35-4 152.19 242.7°C
propanol

* Eric Weber, ORD/NERL/ERD, 2/4/2014
** source dependent
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herni
Component Chemicals Comp'om?nt C e*mlcal CAS # MwW BP**
Distribution
4-methylcyclohexanemethanol 68 to 89% 100-49-2 128 21 180-202°C

OH

NOTE: The following information has not been peer-reviewed nor does 1t represent the views of the

Agency.

Oxidation of primary alcohol = 4-methyl cyclohexane -1-carbaldehyde (Fig 1) CAS RN- 33242-79-4

Formula. C8H140 MW- 126.19, B P. - 202-205°C.

CH,

N

(Fig 1)

Further oxidation of an aldehyde yields a carboxylic acid A stepwise oxidation (as opposed to oxidation
of methyl group and opening of the ring)might result in 4-Methyi-1-cyclohexanecarboxylic acid (Fig 2)
CAS No.: 13064-83-0 (Fig 2} Formula. CH3C6H10CO2H MW: 142 20. A powder in pure form. This
compound 1s a napthenic acid (NA) and has been used to study biodegradation kinetics of NAs NAs in
the o1l refinery business refer to naturally occurring complex mixtures of alkyl-substituted cycloaliphatic
carboxylic acids that concentrate in the tailings from extraction of oil from tar sands. The most
interesting thing | read with respect to the NAs was one study that found different biodegradation rates
between cis- and trans- 1Isomers (Canadian Water Resources Journal, Biodegradation Kinetics of
Geometric Isomers of Model Naphthenic Acids in Athabasca River Water J V. Headley , K.M Peru, S
Tanapat & G Putz, Published oniine’ 23 Jan 2013,

http //www tandfonline.com/doi/abs/10.4296/cwrj2701025)

0]
OH

HaC” (Fig 2)

If KMnO4 did not open the cyclohexane ring to yield monocarboxylic acids or a dicarboxylic acid you
might in theory get 1,4 cyclohexanedicarboxylic acid (Fig 3), CAS No 1076-97-7, a compound with very
low water solubility unless deprotonated at more basic pH resulting in a soluble carboxylate.
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OH
HO

O (Fig 3)

Alkaline KMnO4 would likely open the cyclohexane ring to give a dicarboxylic acid the octanedioic acid
(Fig 4) or perhaps smaller acids such as acetic or oxalic acid. Smaller carboxylic acids are formic (C=1),
acetic (C=2), propranoic (C=3) and dicarboxylic acids oxalic (C=2), malonic {C=3) succinic (C=4) up to C=5
are soluble in water

0

0 (Fig 4)

In general, open chain carboxylic acids might be the ultimate products of alkaline KMnO4 oxidation of

MCHM. KMnO4 prefers to oxidize double bonds so MCHM may not have been oxidized at all by KMnO4 /JL

in river water treatment. Chlorination may not be sufficient to make carboxylic acids but small soluble i

carboxylic acids, produced by KMnO4 or free radicals, that make it to chlorination could be halogenated 5‘ A ‘

Depending on pH before the chlorination step, the larger dicarboxylic acids may be removed as QX\&)C {}/“ U
v N

precipitates dﬁ"p \l '

=

/0/
Component
Component Chemicals Chemical CAS # Mw BP
Distribution*
4-
(methoxymethyl)cyclohexanemet 4-22% 98955-27-2 158.25 ?0C
hanol

Ho\_<j/_\o |

In theory, oxidation of primary alcohol and ether groups might result in small open chain carboxylic
acids and perhaps acetates such as methyl acetate (Fig 5) or methyl formate (Fig 6). | would trust the
QSAR predictions more on this one

L

(FiIg 5) (Fig 6)
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Some EPA Methods

EPA 556.1 DETERMINATION OF CARBONYL COMPOUNDS IN DRINKING WATER BY FAST GAS
CHROMATOGRAPHY, 1999 A place to start to detect aldehydes and ketones.

EPA 522 DETERMINATION OF 1,4-DIOXANE IN DRINKING WATER BY SOLID PHASE EXTRACTION (SPE)
AND GAS CHROMATOGRAPHY/MASS SPECTROMETRY (GC/MS) WITH SELECTED ION MONITORING (SIM),
2008. A place to start for ethers

EPA Method 611 —Haloethers
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Commercial Component
Component Chemicals Chemical CAS # MW BP**
Product T
Distribution*
DOWANOL™ propylene glycol phenyl <25% 770-35-4 152 19 242 7°C
DiPPH Glycol ether or 1-phenoxy-2-
Ether propanol

PPh
HO

()
secondary alcohol, major 1Isomer, CAS No - 770-35-4

primary alcohol, the minor isomer, CAS No.* 4169-04-4

The EPA’s EPIWIN/APO model 1s reported to estimate atmospheric photodegradation half-life of PPh at
3.45 hrs based on 12 hours of sunlight and avg OH radical concentration of 1 56 OH/cm3. Free radical
oxtdation might result in phenol (Fig and propylene glycol (I attempted writing out the free radical
reaction and terminated it there.) |also found literature indicating that acidic KMnO4 could oxidize
phenyl glycol ether to phenol and carboxylic acids Another source indicated propylene glycol (Fig 8)
oxidation to oxalic (Fig 9) and carbonic acids (Fig 10).

Phenol (Fig 7) Formula. C6H60. Molecular weight 94 1112 CAS No - 108-95-2

HO
(Fig 7)

‘;{IOH
HO N

Propylene glycol (Fig 8). CAS No.. 57-55-6. Formula: C3H802. Molecular weight 76.0944

(Fig 8)

Oxalic acid (Fig 9) CAS No 144-62-7 Molecular weight 90 03

o] o]

pe

HO OH
(Fig 9)
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Carbonic acid (Fig 10)-

Ha O
O 0 (Fig 10)

Biological methylation of phenol to amisole (Fig 11) i1s reported in the Iiterature Anisole (methoxy
benzene) CAS No 100-66-3. Formula: C7H80 Molecular weight. 108 1378. Article on halogenated
anisoles in the environment Fresenius J Anal Chem (2001) 371 .598-606, “Halogenated methyl-phenyl
ethers (anisoles) in the environment Determination of vapor pressures, agueous solubilities, Henry’s
law constants, and gas/water- (Kgw), n-octanol/water- (Kow) and gas/n-octanol (Kgo) partition
coefficients ”

O/CH3

(g 11)
Oxidation of phenol with KMnO4 1s reported to produce benzoquinones (Fig 12)

O

O (rg12)

1 found one article that reported using PPh as a model compound for chlorination. Environ Sci Technol.
2004, 38, 4019-4025, “Transformation of Aromatic Ether and Amine-Containing Pharmaceuticals during
Chlorine Disinfection.” Researchers looked at chlorination of pharmaceuticals using PPh (1-phenoxy-2-
propanol) as a model compound Used RP-HPLC , 30%HEPES buffer/70%acetonitrile and UV detection at
275 The point might be that if PPh survives drinking water pre-treatment, it may halogenate.
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A

1F EPA SAMPLE NO

SEMIVOLATILE ORGANICS ANALYSIS DATA SHEET
TENTATIVELY IDENTIFIED COMPOUNDS !

'WVLO1 !

Lab Name __ Lancaster Laboratories _ _ Contract ! !
Lab Code LANCAS Case No SAS No SDG No
Matrix (soil/water) WATER Lab Sample ID 7390454
Sample wt/vol 1042 (g/mL) mL Lab File ID dc0066 d
Level (low/med) LOW Date Received 03/12/14
% Moisture Decanted (Y/N) Date Extracted 03/13/14
Concentrated Extract Volume 1000 (uL) Date Analyzed 03/13/14
Injection Volume 1 (ulL) Dilution Factor 1
GPC Cleanup N pH Extraction Sepf

CONCENTRATION UNITS
Number TICs found 14 {ug/L or ug/Kg) ug/L
I 1 ] 1 t t
' CAS NUMBER ! COMPOUND NAME ! RT ' EST CONC ' Q t
!=s===z============!=2=x=s=====szszss=c=======s=s=zl========'z==z========='z=s======!
11 75-27-4 'Methane, hromodichlerox ' 1 583 ! 9 ' J '
' 2 1985-88-2 (fi,l-Dlmethyl-3-chloropropano' & 151 ! 250 v J !
! 3 507-45-9 TButane, 2,3-dichloto-2-methy' 3 367 ! 22 () '
!4 2419-74-1 12-Butanol, 1,4-dichloro- 13 623 1 4 g '
| 5 124-18-5 'Decane 13892 ! 2 ' BJ '
' 6 6321-14-8 '2-Hexanone, 3-hydroxy-3,5-di' 4 253 ! 70 J !
' 7 0-00-0 ' O- CHLOROPHENOL-D4 ' 5 640 ! 8 g '
1 8 124-18-5 'Decane ' 5 792 ! 1 . t
' 9 17639-93-9 'Propanoic acid, 2-chloro-, m' 6 409 ! 11 L) !
' 10 541-02-6 'Cyclopentasiloxane, decameth' 7 290 ! 6 ' J !
' 11 1528-23-0 'endo-4-Oxatracyclo{5 2 1 0(2' 7 715 ! 3 L) !
' 12 392-71-2 '2,6-Dichloro-4-fluorophenocl ' 8 047 ! 6 vJ !
' 13 21031-46-9 '3-Butenenitrile, 3-~chloro- ' 8 076 ! 6 L) !
' 14 0-00-0 12,4, 6-TRICHLOROPHENOL-D2 I 9 539 ! 8 vg '
r 15 I ] t 1 1
' 16 SVOCTIC 'Total SVOC TICs ' ' 320 ' J !
v 17 1 ' 1 1 1
't 18 ! ' 1 t 1
't 19 ! [ 1 t t
120 t 1 t ' '
121 ' 1 ' 1 '
122 ! 1 ' ' '
123 ! 1 ! 1 1
' 24 1 1 ! 1 |
t 25 ! ' 1 1 |
vt 26 t ' 1 ! t
27 ! 1 | t H
1 28 t 1 I ! 1
1 29 t 1 ' 1 |
130 1 1 t ! |
t I t 1 1 ]

page 1 of 1
FORM I SV-1

' .
4/!?40%5/ (:j @(ZJ/QJ)UZ/’Q C @)flvﬂ/y,,,

0N~

Page 4 of 19

Page 2 of 2

(/v’mﬁ‘/j

Page 13 of 28 pages
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1F EPA SAMPLE NO

SEMIVOLATILE ORGANICS ANALYSIS DATA SHEET
TENTATIVELY IDENTIFIED COMPOUNDS !

'WVLO2
Lab Name __ Lancaster Laboratories Contract !
Lab Code LANCAS Case No - SAS No SDG No
Matrix (soil/water) WATER Lab Sample ID 7390455
Sample wt/vol 1051 (g/mL) mL Lab File ID dc0067 d
Level (low/med) LOW Date Received 03/12/14
% Moisture Decanted (Y/N) Date Extracted 03/13/14
Concentrated Extract Volume 1000 (ul) Date Analyzed 03/13/14
Injection Volume 1 {uL) Dilution Factor 1
GPC Cleanup N PR Extraction Sepf

CONCENTRATION UNITS

Number TICs found 9 (ug/L or ug/Xg) ug/L
I 1 I 1 1
' CAS NUMBER ! COMPOUND NAME t RT ' EST CONC ' Q
lm======s======z==x|=====ss=======s=s==s===s==z==sz=s=lz===z====l======a=z==s====la=z======
' 1 75-27-4 'Methane, bromodichloro- ' 1 578 ! 9 ' J
t 2 1985-88-2 11,1-Dimethyl-3-chloropropano! 3 146 ! 230 tJ
' 3 507-45-9 'Butane, 2,3-dichloroc-2-methy' 3 367 ! 16 g
' 4 994-05-8 'Butane, 2-methoxy-2-methyl- ' 3 554 ! 7" J
! 5 2419-74-1 '2-Butanol, 1,4-dichloro- ! 3 623 ! 4 g
I 6 74421-00-4 'Butane, 2,3-dimethoxy-2-meth! 3 89%2 ¢ 1 v J
! 7 541-35-5 IButanamide r 4 253 1! g ' J
! 8 124-18-5 'Decane ! 5 792 ! 6 ' BJ
' 9 541-02-6 ICyclopentasiloxane, decameth' 7 290 ! 5 I J
' lo I t t '
' 11 SVOCTIC 'Total SVOC TICs ! ' 250 tJ
1 12 t 1 ' !
t 13 ! 1 ' 1
14 ! 1 1 1
t 15 ! ' ' '
t1l6 1 t 1 t
t 17 ! 1 t '
118 ! 1 t '
' 19 ! 1 1 1
t20 1 1 1 '
v 21 ! ' ' f
122 ! 1 v '
123 t ! ' '
to24 ' 1 1 |
vt 25 1 1 1 |
' 26 ! 1 1 '
r27 ! ! ! '
! 28 ! 1 ] !
' 29 1 I 1 1
' 30 1 1 1 |
I I t ' I

FORM I SV-1

Page 6 of 19

Page 2 of 2

Page 15 of 28 pages
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'WVLO7
Lab Name __ Lancaster Laboratories_ Contract
Lab Code LANCAS Case No SAS No SDG No
Matrix {soil/water) WATER Lab Sample ID 7390457
Sample wt/vol 1050 (g/mL) mL Lab File ID dc0069 A
Level (low/med) LOW Date Received 03/12/14
% Molsture Decanted (Y/N) Date Extracted 03/13/14
Concentrated Extract Volume 1000 (ul) Date Analyzed 03/13/14
Injection Volume 1 (ulL) Dilution Factor

1F

SEMIVOLATILE ORGANICS ANALYSIS DATA SHEET

TENTATIVELY IDENTIFIED COMPOUNDS

EPA SAMPLE NO

GPC Cleanup N PH Extraction Sepf
CONCENTRATION UNITS

Number TICs found 15 (ug/L or ug/Kg) ug/L

1 1 1 1 1

! CAS NUMBER ! COMPOUND NAME ! RT ' EST CONC ' Q
lzz=z=======z=======|=ss======ss========ss=s===s====l==scx=s==|===s==as=s======laz======
t 1 75-27-4 'Methane, bromodichloro- 1 583 ! tJ
12 17773-64-7 'l1-Butene, 2-chloro-3-methyl-'@ 1 723 ! 1 g
'3 1985-88-2 '1,1-Dimethyl-3-chloropropano! 3 157 ! 270 tJ
' 4 507-45-9 'Butane, 2,3-dichloro-2-methy! 3 373 ! 26 'J
' 5 2419-74-1 '2-Butancl, 1,4-dichloro- '3 623 ! 4 v J
' 6 74421-00-4 'Butane, 2,3-dimethoxy-2-meth' 3 892 ! 2 v J
' 7 2588-77-4 '2-Methyl-3-bromo-2-butanol ' 4 253 ! 'a
' 8 0-00-0 'O~ CHLOROPHENOL- D4 ' 5 640 ! 8 ' J
' 9 124-18-5 'Decane ' 5 792 ! 2 ' BJ
' 10 17639-93-9 'Propanoic acid, 2-chloro-, m' 6 409 ! 11 ()
11 541-02-6 'Cyclopentasiloxane, decameth' 7 290 ! rJ
' 12 498-66-8 '2-Norbornene "7 715 ! 3 L)
v 13 392-71-2 t2,6-Dichloro-4-fluorophencl + 8 047 ° 6 rJ
' 14 21031-46-9 '3-Butenenitrile, 3-chloro- ' 8 076 ! 5 vJ
1 15 0-00-0 2,4, 6-TRICHLOROPHENOL-D2 ' 9 535 | 10 g
116 1 1 1

' 17 SVOCTIC 'Total SVOC TICs ! ' 350 g
1 18 ' I ' '
119 ' t 1 i
120 ! 1 1 !
121 [ ! !

V22 ! 1 t 1

v 23 ! 1 '

124 ! 1 '

125 ! t 1

126 ! ' 1

t27 ! 1 1

128 ! 1 t

vt 29 i 1 t

t 30 ! 1 t

1 | I 1 1
page 1 of 1

FORM I SV-1

Page 11 of 19

Page 3 of 3

Page 20 of 28 pages
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Ex. 5 - Deliberative
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Ex. 5 - Deliberative |
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/ Z.

File ‘H:\65021714\02171415.D
Operator : RM : ,
Acquired : 17 Feb 2014 9:30 pm using AcqMethod 8270PH
Instrument : SVMS5 o -
Sample Name: 1402552-02A

Misc Info : 1X  14ACW - 55804

Vial Number: 14

'Ex. 5 - Deliberative

e

‘Abundance TIC: 02171415.D\data.ms
7.018 -

1e+07
9500600
90000001
85000004
8000000;
75009001 5.979 NE 8.170
- 7000000] |

6500000,

6000000) 5.052

5500000
50000001 458
45000001
4000000;
3500000

3000000 4.042

25000004
3.302

2000000
“|k.87p

15000004 5.566

960
1000000) ~ 2.423 3.697

10.406°

Ex. 5 - Deliberative

L

500000 2.836 L ' . ) ) L
! : S 8.544"
. . | A
T ™Y l LS L r—T—'ﬁ-_v T ' L g l

—T
10.00

R S S e m e e e e s
11.00 12.00 13.00

Time--> 2.I00' 300 - 4.00 5.00 6.00 7.00 8.00 9.00
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Lipialty oedics Repoil

Data Path : H:\58021714\

Data File : 02171415.D

Acq On : 17 Feb 2014 9 30 pm
Operator : RM :

Sample. : 1402552-02A ,
‘Misc 11X 14ACW - 55804
ALS Vial : 14 'Sample Multiplier: 1

Search Libraries: H:ANIST11.L © Minimum Quality: 0

“Unknown Spectrum:  Apex _
Integration Events: ChemStation Integrator - events.e

.Pk# RT Area% " Library/ID ' Ref# CAS# Qual

1 1.962 -3.53 HANIST11.L | '
Methane, bromodichloro- 32801 000075-27-4 42
Ethane, 1,1,2,2-tetrachloro- -~ 35232 000079-34-5 37
Trlchloromethane S ~ 8988 000067-66-3 37

2 2426 2. 95 H: \NIST11 L . . :
1,1-Dimethyl- 3-ch|oropropanol . 9768 001985-88-2 72
Butanamide - - 1862 000541-35-5 47

Acetic acid, 3- methoxy -2- butyl est 21966 1000151-29‘7 47 ;
er : _

3.2.837 1.31 HANIST11.L

Phenol, 2-fluoro- - 6349 000367-12-4 72 -
Phenol, 4-fluoro- : .- 6350 000371-41-572 .
- 1,3-Benzodioxol-2-one . 16119 002171-74-6 37
4 3.301 7.22 H:\NIST11.L -
L 1,2-Dichlorobenzene-D4 24120 002199-69-1 50
1,4-Dichlorobenzene-D4 24121 003855-82-1 40
Benzene, 1,2,3,4-tetrafluoro- 24220 000551-62-2 35
5 3.695 2.75'H:\NIST11.L. :
Nitrobenzene-D5 . 12062 004165-60-0 91
Nitrobenzene-D5 12063 004165-60-0 47 .
Butyramide, 2-_cyano-_2-ethyl- 18269 018705-38-9 17
6 4.042 6.98 H:\NIST11.L
Naphthalene-D8 15661 001146-65-2 94
Naphthalene-D8 - 15662.001146-65-2 91
Trjcyclo[4.4.0.0(2,8)]_<_'jecane 16759 049700-59-6 45
7 4659 8.04 H:NIST11.L
1,1'-Biphenyl, 2-fluoro- 39867 000321-60-8 94
1,1-Biphenyl, 2-fluoro- 39868 000321-60-8 91
1,1'-Biphenyl, 2-fluoro- 39865 000321-60-8 91
DEFAULT.M Wed Feb 26 16:49:32 2014 | Page: 1
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red

Liviary oedicn rRepoit

Data Path : H:\5S021714\

Data File : 02171415.D

Acq On :17 Feb 2014 9:30 pm
Operator : RM

Sample : 1402552-02A

Misc :1X  14ACW - 55804
ALS Vial : 14 Sample Multiplier: 1

Search Libraries: H:\NIST11.L - Minimum Quality: 0

Unknown Spectrum: Apex
Integration Events: ChemStation Integrator - events.e

Pk# RT Area% Library/ID Ref#. CAS# .Qual

8 4876 3.21 H:NIST11.L

Benzenamine, 4-chloro-N,N- dlethyl- 47884 002873 89-4 93 -

o-Chloro-N,N-diethylaniline 47879 019372-80-6 91
3-Chlorb-2,6-diethy|ani|ine 47880 067330-62-5 80
9 5.052 9.37 H:NIST11.L ‘ ‘
Acenaphthene-d10 - 33726 015067-26-2 90
3,6- Dlmethyloxazolo(5 4-c)pyridazi 34104 1000244 73- 9 27
n-4-amine-

1,2,3,4,5,8- Hexahydrmsoqumollne 120220 1000126 16 5 25
1-[3-hydroxybenzyl]-6-methoxy-

10 5563 270H\NIST11 L

Phenol, 2;4,6-tribromo- 168020 000118-79-6 99
Phenol, 2,3,5-tribromo- 168018 057383-81-0 99 -
Phenol, 2,4,6-tribromo- 168021 000118-79-6 99
11 5981 12.61 H:\NIST11.L -
- Anthracene-D10- 51751 001719-06-8.97
Anthracene-D10- 51750.001719-06-8 94
Phénanthrehe-D10 © 51752 001517-22-2 93
12 7020 14.79 H:\NIST11.L :
p-Terphenyl-d14 97569 001718-51-0 98
1H-1,3-Benzimidazole-5,6-dicarboni 97497 1000351-16-9 72
trile, 1-phenyl-
4- Benzylblphenyl 97592 000613-42-3 72

13 8.172 16.93 H:\NIST11.L _
' Chrysene-D12 . 94357 001719-03-5 96
‘4-Hydroxy-5-methoxy-2-methyl-1,10- 93879 093533-14-3 58

phenanthroline
9,10-Anthracenedione, 1,4- dlhydrox 93971 000081 -64-1 53

y-
14 8.542 0.22 H:\NIST11.L

DEFAULT.M Wed Feb 26 16:49:32 2014

Page: 2
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LIDIdly Deditn repuil

Data Path : H:\5S021714\

Data File ; 02171415.D

AcqOn :17 Feb 2014 9: 30 pm
Operator : RM

Sample : 1402552-02A

Misc :1X  14ACW - 55804
ALS Vial : 14 Sample Multiplier: 1

Search Libraries: H:NIST11.L Minimum Quality: 0

Unknown Spectrum: Apex
Integration Events: ChemStation Integrator - events.e

Pk# RT Area% ' Library/lD Ref# CAS# AQual

2H-1,4- Benzothlazm -3(4H)-one, 4-h 101658 004875 01-8 38
ydroxy-6-(trifluoromethyl)-

7-Benzhydrylidene-2,3-diaza-bicycl 124482 079593-46-7 14
o[2.2.1]hept-2-ene, N-oxide
2-Methyliphenanthro(3,4-d][1,3]oxaz 101514 098033-24-0 11

c_>|-1_0-o| .

15 '10.405 14.45 HANIST11.L S
Perylene-D12 114295 001520-96-3 95
3,4-Dibromobenzaldehyde 112716 074003-55-7 58

Benzamide, N-{(1,5-dimethyl-1H-pyr 113778 1000337-83-3 53
rol-2-yl)methyl}-2,6-difluoro-

DEFAULT.M Wed Feb 26 16:49:32 2014 Page: 3
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Ld
File : /chem/HP19760.i/14febl19.b/db0814 1lib.d \)s ’ '
Operator : jmg00346 -
Acquired : 19-FEB-2014 13:56 oo X

Instrument : HP19760.1i :
Sample Name: SSKC1;7365697;1;0;SAMPLE; ; ; : R
Misc Info : 14049WAA;WL13166;;1055;1000;0;db0806;13166; ,

Vial Number: 15 '

. MS HP ChemStation ( :
6.0-

5.6-
5.6-
5.4-

Wou
FN- )
A
i '

. 320
o :
S 3.0-: —é
X 2.8 £
>~ R
2.6° g
2.4 ]
: 9 £ S -
2,22 - 3 : 3
2.0° ® g 2 ° 4
-0 o ] S - 3
N c 7 c N C
- @ < 5 o 3
1.8 N ] £ &
Le H ] 7 ]
6~ o + c C
- [ c [ &
1.4- 8 g T [
: 4
1.2- 8
: T
1.0- -
: -

2-Fluorophenol

“————=—————-Perylene-d12

K ﬁﬂy@ﬁc/g

=1

2

B R~
. 1

. [

c

o

£

- =
o

,ML At .. ‘

9

10 11 12 13 14 15 16 17
Time (Min)

‘200 T2 22

-
w
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Data File: /chem/HP19760.i/14febl9.b/db0814 1lib.d
Report Date:

Data file :
Lab Smp Id:
Inj Date
Operator
Smp Info
Misc Info
Comment
Method
Meth Date
Cal Date-
Als bottle:
Dil Factor:
Integrator:

Target Version:

: jmg00346

Page 1
01-Mar-2014 15:46

Lancaster Labs

/chem/HP19760.1/14febl19.b/db0814_lib.d
7365697 . Client Smp ID: SSKC1
19-FEB-2014"13:56 ‘
Inst ID: HP19760.1
SSKC1;7365697;1;0;SAMPLE; ;; .

1404 9WAA;WL13166;;1055;1000;0,;db0806;13166;. _ _
Max. number of TICs -to report is 50, 18 TICs were found initially.
/chem/HP19760.i/14febl19.b/8270_WVA_lib.m " - C .

01-Mar-2014 15:13 ajs00193 Quant Type: ISTD

11-FEB-2014 17:36 Cal File: dbo0387.d

15

1.00000 - o
Falcon Compound Sublist: house_lib-376.sub

3.50

Processing Host: d26cs01

Concentration Formula: Amt * DF * Uf * Vt/(Vo) * Cpndvariable

Name Value .Description
DF 1.00000 Dilution Factor
Uf 1.00000 ng unit correction factor
vt 1000.00000 Volume of final extract (ul)
" Vo 1055.00000 Volume of sample extracted (mL)
Cpnd Variable Local Compound Variable
ISTD RT AREA AMOUNT
* 21 1,4-Dichlorobenzene-d4 6.124 1170806 10.000
* ' 48 Naphthalene-ds 8.077 1807783 10.000
* 83}§cenaphthehe-d10 10.880 . 1555968 10.000
* 120 Phenanthrene-d10 12.769 1556656 10.000
_ CONCENTRATIONS QUANT
RT - AREA ON-COL(ng/ul) FINAL( ug/L) .QUAL LIBRARY  LIB ENTRY  CPND #

Freedom_0006097_0030



Data File: /chem/HP19760. 1/14feb19 b/db0814_1ib. d Page 2
Report Date: 01-Mar-2014 15:46 T o
CONCENTRATIONS - - . QUANT )
RT AREA ON-COL(ng/ul) FINAL( ug/L) QUAL LIBRARY LIB ENTRY CPND #

Methane, bromodichloro- CAS #: 75-27-4 .

1.747 96108 0.82086852 0.77807 90 NISTO5a.1 31325 21
1-Butene, 2-chloro-3-methyl- CAS #: 17773-64-7

1.892 173428 1.48126962 1.40404 93- NIST0Sa.l 4733 21 (ML)
1,1-Dimethyl -3-chloropropanol CAS #: 1985-88-2

3.309 24805514 211.866855 200.82166 . a3 NISTO5a.l 9464 21
Butane, 2,3-dichloro-2-methyl- . CAS #: 507-45-9

3.530 1675331 14.3091984 '13.56322 90 NISTO05a.1 17537 21
2-Butanol, 1,4-dichloro- CAS #: 2419-74-1

3.781 460394 3.,93227973 3.72727 32 NISTO5a.1 18643 21 E
Butane,; 2,3-dimethoxy-2-methyl- CAS #: 74421-00-4

4.043 125772 1.07423472 1.01823 . 40 NISTO05a.l 13998 21
2-Methyl-3-bromo-2-butanol " CAS #: 2588-77-4
" 4.399 62127 0.53063190 0.50296 74 NISTO0Sa.l 33655 21
O-CHLOROPHENOL-D4 : CAS #: 0-00-0

5.774 801743 .6.84778014 6.49678 91 WILEY275.1 18902 21 ’
Decane ) CAS #: 124-18-5

5.926 121738 1.03977510 0.98556 T 95 NISTO05a.1 18485 21
Propanoic acid, 2-chloro-, methyl ester CAS #: 17639-93-9

6.538 1143167 9.76392948 9.25490 38 NIST0S5a.l 9448 21

Target compound.

Cyclohexanen mé L hy 1T Et rans TR A TIETRIEY LCAS’:“?”393.7;‘:.49E33

W6 T30FEET OB L6354 1TSS 0T T3 8 3 MBI TWILEY 27 S e 96 TaveTerE2r: DO NOt report.

_ ajs00193 03/01/2014

Cyclopentasiloxane, decamethyl- ’ ' CAS #: 541-02-6

7.412 89394 0.49449662 0.46871 91 NISTOS5a.l 161016 48
4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy CAS #: 77-73-6 B '

7.843 . 756467 '4.18449992 3.96635 47, NISTO0S5a.1 13652 48
2,6-Dichloro-4-fluorophenol CAS #: 392-71-2

8.170 1112745 6.15530174 5.83440 43 NIST05a.1 43383 48
3-Butenenitrile, 3-chloro- CAS #: 21031-46-9

8.205 1077741 5.96167328 5.65087 50 NISTOS5a.l 3933 48

“on-03/0172014%at '16:12
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Data File:
Report Date:

/chem/HP19760.1/14febl19.b/db0814_1ib. d
01-Mar-2014 15:46

CONCENTRATIONS . QUANT

RT ’ AREA ON-COL(ng/ul) FINAL( ug/L) QUAL LIBRARY LIB ENTRY
==== ===z s==zcssz=o=== ==s=<====== ac=a ===zc=== zozscasas

4, 5-BROMOACETYLBENZOCYCLOBUTENE $$ Bicyc

2.079 82297 0.45523953

Sulfur monochloride
9.674 1521394 9.77779576

Benzene, (l-methyldecyl)-
12.209 66826 0.42928907

QC Flag Legend

M - Compound. response

CAS #: 63506-25-2

0.43150 72 WILEY275.1 109601

CAS #: 10025-67-9

9.26805 38 NISTO5a.1 14872
‘CAS #: 4536-88-3

0.40690 93 NISTOSa.l 80019

manually integrated.

L - Operator gelected an alternate library search

48

83

120

match.

Page 3
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Data Filet /chem/HP19760,i/14febl9,b/db0844_lib,.d Page 4
Date :3 19-FEB-2014 13366
Client ID; SSKC1 - Instrument: HP19760,1i
Sample Info: SSKC13736569731303SAMPLESS
volume Injeoted (uL): 1,0 Operators jmgd0346
Column phase: J&W DB-SMS Column diameter: 0,18
Librar‘g' Search Compound Match CAS Number Library Entry Quality Formula Weight
Methane, brom’odi_ohloro-" 75-27-4 NISTOBa,1 31326 20 CHBrCl2 162
Hethane, bromodichloro- <CAS) $¢ Bromodi 75-27-4 WILEY275,1 46490 290 CHBrCl12 162
Ethane, 1,2,2-trichloro-1,1-difluoro- 354~21~2 NIST¢S5a,1 35126 78 C2HC13F2 168
Scan 36 (1,747 min)_of db081d4_lib.d (Subtracted) (SCALED)
10,04 |83 _ -
8,¢
~ y
™
§ 6.0
o
X
~
. 9.04
7
g 2,9 / ' 79\ 129\
z : - | ) /.31
0,0 |Il |||..|..||. '||| . ,
30 40 50 60 70 5 8o 20 /-— 100 110 126 130 14¢ 150 160 17¢
: n'z : . .
) Entry #31325, HMethane, bromodichloro- (from NIST0Ba.1> (SCALED)
10,0 83~ - :
8,04
”~ /65
e
S 6,04
-]
X
~
o 4401 -
2 47
2,0 TN e 12
0,04 1. III | I J 1 I [’
3¢ 40 60 60 70 8 90 100~ 110 120 130 140 150 160 17¢
. [
10.0 Entry #46490, Methane, bromodichelgp- (CRS)- 8 Bromodichloromethane $$% Bromodichoromethane
.
~ 8,0 /85
M .
& 6,04
o
X
o
- 40
8 47
€
£ N A8 12
0,04 | ll | 7.| v Ilu
3¢ 40 50 (1 70 80 20 y 100 110 12¢ 130 140 150 169 170
. n'z :
Entry #35125, Ethane, 1,2,2-trichloro-1,1-diflucro- (from NISTO5a,l> (SCALED>
10,0 ] 8 .
8,0
o)
s 8,0
o
X
~
- 4o
£ 3
g 2.9 / 4;’\ 0 /67
Z _ . 14 51 159\ 74
0,041 |. |||. .|.||l|. ......:..|.|.....|-T.||7. ) ) . 9\../. - .I.l.‘k
: © 30 40 60 60 70 80 20 - , 100 110 120 130 140 150 160 176
n'z -
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Data File: /chem/HP19760,i/14febl9,b /db0814_lib,.d l ' Page S
Date : 19-FEB-2014 13366 :
Client IDg SSKC1 Instrument: HP19760,1
Sample Infoi SSKC13736569731303SAMPLES S} )
Yolume in.jected Cub>s 1,0 - Operators ,jmgo0346
Column phase: J&{ DB-SMS . . Column diameters 0,18 .
Library Search Compound HMatch CAS Number Library Entry Quality Formula Hei.ght
1-Butene, 2-chloro;3—methgl- 17773-64-7 NISTOBa,l " 4733 92 C8HIC1 104
2-Butene, 2-chloro-3-methyl- - ' . 17773-65-8  NISTOSa,1 4720 81 CSHIC1 | 104
2-Butene, 1—ohlono-2—néthul— 13417-43-4 NISTOGa,l 4726 72 CBHIC1 104
10,0 . Scan 61 (1..892 min} of db°3,14_161;;) (Subt.r‘aoted) C(SCALED> .
/41 -
8,0
~ : |
§ 6.0
* 5 10
% N N : N
- 4401 :
]
4 5 AN 106
2,0 : . 78 3
: 1 | | £ || 7 |
0.0 . |||||II|| Lt [N . .|.' L _ i
24 . 28 32 36 40 44 48 B2 56 .60 64 68 72 76 80 84 88 92 96 100 104 108
C Entry #4733, 1~Butene, 2-chloro-3-methyl- (from NIST0Ba,l> (SCALED)
10,0, Ny . s :
8,0
~
1:) 6,0 1
o P 3
g / N
4,04 -
3 sl R0
g 2.0 3 N 3 : :
2 N, 8N N |87
o0l .1iva.., Lol |l|n...||||7||-'. R NN P T e L

24 28 32 36 40 44 48 B2 B6 60 64 68 72 76 80 84 88 92 96 100 404 108
n’'z

ErQ‘x #4720, 2-Butene,  2-chloro-3-methyl- (from NISTO5a,1> (SCALED)
1 —69 ' .

10,904

6.0 . /)3 104\

27 >~ . : Y

ao / "~ /o /A%
! ’ . , 3\ /75

"‘lﬁll.. .||l!|| |l||||:| [ l. [ o , ||

) |
; !
24 28 32 36 40 44 48 g2 56 -] 64 68 72 76 80 - 84 88 92 96 100 104 108
. n'z :

'Enﬂiﬂ4726, 2-Butene, 1-ch10ro—2—meth9(6(;‘ron NISTOSa,1) (SCALED)

Normal (x10°3)

10,04
8,0

6,0

04 ‘
5 -

2.0 54 L
. 33 AN 6 75
I Y N DY 11 (PO T 1 11 T I 1 T A N AR

24 28 32 36 40 .44 43 52 B6 G0 64 68 ‘72 76 80 B4 88 92 96 400 104 408
. n/z .

Normal (x10~3)
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Data Filet /chem/HP19760,i/14febl?,b db0814_1ib,.d Page &
Date : 19-FEB-2014 13356
Client ID: SSKC1i Instrumentt HP1976¢,1
Sample Infoi SSKCi;7365697:1_:0;SGHPLE:}3
Volume Injected Culd: 1,0 Operators jmg00346
Column phase: Ji&i DB-5MS Column diametert 0,18
Library Search Compound MHatch CAS Number Library Entry Quality Formula Weight
1,1—Dimeth31-3-chloropr~opano} 1985-88-2 ~ NISToBa,l 9464 - =X C5H11C10 122
Acetamide (CAS> % Ethanamide $% Acetic 60-35-6 WILEY275,1 596 42 C2HSNO 89
2-Butanone, 3-hydroxy-3-methyl- (CAS) %% 116~-22-0 WILEY275,1 7624 40 C5H1002 102
10' o Scaﬁ 304 (3,309 mind of d-bO 14_§lib.d (Subtracted) (SCALED>
8,9
~
™
§ 6.0
s} 3
X
Y 4.0 /
g 107
€
g 291 N MAN 87 N
2 _ 72 9 | 11
0,04 .I: .l.......l..u...I..-.....I.l./.s ....... \\. 2\ |‘\
15 20 25 30 35 40 45 50 55 63 T 65 70 75 80 85 20 95 100 105 110
. X X N’z X
Entry #9464, 1,1-Dimethyl-3-chlgropropanol (from NISTOBa,1> (SCALED>
10,0, Y . » 1, Y 59}r Prop . +
8.0 4
”~ 3\
i
s 6,01
3
~ 491 107
5 21 AN
£ 2.0 / o '
=] v
Zz . /45 /60 81: ]
0,0 Il\ ||||| [ o \. /9 N
15 20 25 30 35 40 45 60 66 60 (3] 70 76 80 85 20 95 100 105 110
- mez .
16,0 Entry #595, Acetamide (CAS) $$ Ethanamie!; 4% Acetic acid amide 4% Methanecarboxamide $$ Ace
*«¥ 7 .
4
8,01 /*
o 4
™
S 6401 3\
o
b
4,0
I~ 5
7 e
§ 2.0 3 Wt
0,041 [ '|| | - - . . —
15 20 2% 30 35 40 45 50 65 60 65 70 75 8o 8% 20 a5 100 105 110
n'z : .
10.0 Entry #7524, 2-Butanone, 3-h5drox3-3-met5h§}- (CASY> $$ 3-Hydroxy-3-methyl-2-butanone (CAS> ¢ -
8.0
A
e
s 6.0
o
&
T 4,04 e 4
3 EN \
§ 2,04 71 7
2 6o,/ Vo 02
0,0/ | I il iall v | —_— .
15 20 25 30 35 40 45 50 55 63 68 70 78 80 85 9% 95 100 105 110
. . n/z - .
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B

File : /chem/HP19760.i/14febl9.b/db0814 lib.d
Operator : jmg00346 -

Acquired : 19-FEB-2014 13:56 |
Instrument : HP19760.i _
Sample Name:( SSKC177365697;1;0;SAMPLE; ;;
Misc Info : 14049WAA;WL13166;;1055;1000;0;db0806;13166; )
Vial Number: 15 o |

WS HP ChemStation
6.0-

5.8-
5.6
5.4-

Ex. 5 - Deliberative

5.2:
5.00
a8
e
4.4

—_ 2 -"M’/J/*WW_ Jy

Y (x1076)
[X
?

N
Suf >

1, 4-Dichlorobenzene-dd

2.4.6-Tribromophenol Swﬂﬂ ’

\

Acenaphthene-d10
Phenanthrene-di0

Naphthalene-d8

Pyrene-d10

Perylene-di12

I’ DU VRO I
PR

11 1 12 13 ‘14 15 16 17 18 19 20 21 22
Time_(Min) )

Freedom_0006097_0036



Data File: /chem/HP19760.i/14febl9.b/db0814_lib.d

Page 1

Report Date: 0l-Mar-2014 15:46

Lancaster Labs
Data file : /chem/HP19760 i/14febl9. b/db0814 lib.d
Lab Smp Id: 7365697 Client Smp ID: SSKCl
Inj Date : 19-FEB-2014 13:56
Operator : jmg00346 : Inst ID: HP19760 i
Smp Info : SSKC1;7365697;1;0;SAMPLE; ;;
Misc Info : 14049WAA;WL13166;;1055;1000;0; dbosoe 1iléé____.___—~—————__-_
Comment  : Max. number of TICs to report is 50, 18 TICs were found initially. f
Method : /chem/HPl9760 1/14feb19 b/8270_WVA_ l1b‘m—**-~"’“‘"‘““‘"““*—*——*J
Meth Date : 0l1-Mar-2014 '15:13 ajs00193 Quant Type: ISTD
Cal Date : 11-FEB-2014 17:36 Cal File: db0387.d
Als bottle: 15 ,
Dil Factor: 1.00000 ' -
Intégrator: Falcon Compound Sublist: house_lib-376.sub

Target Version: 3.50
Processing Host: d26cs01l

Concentration Formula: Amt * DF * Uf * Vvt/(Vo) * CpndVariable

Name Value Description

DF 1.00000 Dilution Factor .

uf 1.00000 ng unit correction factor

vt 1000.00000 Volume of final extract (ul)

Vo 1055.00000 . Volume of sample extracted (mL)
Cpnd Variable - Local Compound Variable
ISTD RT AREA AMOUNT
* 21 1,4-Dichlorobenzene-d4 6.124 1170806 10.000
* 48 Naphthalene-ds 8.077 . 1807783 10.000
* 83 Acenaphthene-dlo 10.880. 1555968 10.000
* 120 PhenanthrenE—dlo 12.769 1556656 10.000

- CONCENTRATIONS QUANT

RT AREA ON-COL(ng/ul) - FINAL( ug/L)l QUAL LIBRARY LIB ENTRY CPND - #

Freedom_0006097_0037



Data File: /chem/HP19760.i/14feb19.b/db0814 lib.d . Page 2
Report Date: 01-Mar-2014 15:46

CONCENTRATIONS QUANT
RT AREA ON-COL(ng/ul)  FINAL{ ug/L) QUAL LIBRARY LIB ENTRY CPND #
Methane, bromodichloro- CAS #: 75-27-4
;
1.747 96108 0.82086852 0.77807 90 NISTO5a.1l 31325 21
. 1-Butene, 2-chloro-3-methyl- ’ CAS #: 17773-64-7 '
1.892 173428 1.48126962 1.40404 93 NISTOS5a.l 4733 21 (ML) l<
1

£171-Dimethyl -3-chlofopropariol . CAS #: 1985-88-2

—_—

s

3.309 24805514 211.866855 a3 NISTO0Sa.l 9464 21
Butane, 2,3-dichloro-2-methyl- CAS #: 507-45-9

3.530 1675331 14.30919%984 13.56322 20 NISTOS5a.l 17537 21
2-Butanol, 1,4-dichloro- CAS #: 2419-74-1

3.781 . 460394 3.93227973 3.72727 32 NISTOSa.l 18643 21
Butane, 2,3-dimethoxy-2-methyl- . CAS #: 74421-00-4

4.043 125772 1.07423472 1.01823 40 NISTO5a.l 13998 21
2-Methyl-3-bromo-2-butanol CAS #: 2588-77-4

4.399 62127 0.53063190 0.50296 74 NISTO0Sa.l . 33655 21
O-CHLOROPHENOL-D4 = W12 CAS #: 0-00-0

5.774 801743 6.84778014 6.49078 91 . WILEY275.1 18902 21
Decane CAS #: 124-18-5

5.926 121738 1.03977510 0.98556 95 NISTO5a.l1 18485 21
Propanoic acid, 2-chlorc-, methyl ester CAS #: 17639-93-9

6.538 1143167 9.76392948 9.25490 38 NISTOS5a.l 9448 21

Target compound.

THII39375495Y)
=B T NI LEY2 75T AT L9674 T LIS TE N2 Do not report.

a3s00193 03/01/2014

Q\/\W\cyclohexmemethanol

Cyclopentasiloxane, decamethyl- : CAS #: 541-02-6

7.412 89394 0.49449662 0.46871 91 NISTOSa.l 161016 48
4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy CAS #: 77-73-6

7.843 756467 4.18449992 3.96635 47 NISTO05a.1 13652 48

2,6-Dichloro-4- fluorophenol .’}L‘-(L‘L —MO\W‘“ CAS #: 392-71-2

8.170 1112745 6.15530174 5.83440 43 NISTO5a.l1 43383 . 48
3-Butenenitrile, 3-chloro- ' CAS #: 21031-46-9
8.205 1077741 5.96167328 5.65087 50 NISTQSa.l 3933 48

Freedom_0006097_0038



Data Flle. /chem/HP19760 i/14febl9. b/db0814 lib.d

Report Date: 01-Mar-2014 15 46

CONCENTRATIONS

RT AREA ON-COL (ng/ul)

FINAL( ug/L)

4,5-BROMOACETYLBENZOCYCLOBUTENE $$ Bicyc

9.079 82297 0,45523953

Sulfur monochloride
9.674 1521394 9.77779576

Benzene, ll-methyldecyl)—
12.209 66826 0.42928507

QC Flag Legend.

M - Compound response

0.43150
9.26805

0.40690

CAS #: 63506-25-2

72 WILEY275.1 109601

CAS #: 10025-67-9
38 " NISTO5a.l 14872

CAS #: 4536-88-3
93 NISTO5a.l 80019

manually integrated.
L - Operator selected an alternate library search match.

.48

83

-120

‘Page 3

Freedom_0006097_0039



Data Files fchem/HPi9760.1/14Feb19.b/db0314_11b.d . Page 4
Date : 19-FEB-2014 13156

Client ID$ SSKC1 - Instrumentt HP19760,i

Sample Infoi SSKC137366697351303SAMPLESSS '

Volume Injected (ul>$ 1.9 ' Operatorg jmgoo34é
Column phaseg J&W DB-GMS Column diameter} 6.18
Library Search Compound Match i CAS Number Library. Entry Quality Formula Weight
_ Hethane, bronodichloro- . 76-27-4 NIST05a, 1 - 31325 © 90 CHBrC12 162
Methane, bromodichloro- (CAS) $$¢ Bromodi 75-27-4 ; WILEY275,1 - 46490 20 CHBrC12 162
Ethane, 1,2,2-trichloro-1,1-difluoro~ 354-24-2 NISTOBa,l 36126 78 C2HC13F2 168
10.0 Socan 36 (1,747 |\1in),_\c'>é-‘3 db0814_lib,.d (Subtracted) (SCALED)
8,0
i
s 6.0
o
X .
-
A X2 ] . -
_ .
g 2401 /4 12
z - N N A3
0.0 . Illl . |||..|. AT - 1y : . )
30 40 50 60 70 8¢ 90 mLi.oo 116 120 130 140 150 160 170
. . 'z . | .
16,0 Entry #31325, Hethaag‘e/ bromodichloro- (Fr‘o@ NIST0Ba, 1) (SCALED>
8,01
'Y
s 6,901
-
3
-
‘4,0 ’ .
F; 47 '
2.0 A2 12
b | \
0,04 1, ||| I | .I el , | | ) ]
30 40 60 60 70 80 90 100 110 120. 130 1% 150 160 170
. . i i n'z. . . .
10.0 Entry #4649¢, Methane, bromodichalor - (CAS) $% Bromodichloromethane #$ Bromodichoromethane -
* V7 .
8,04
A Ve
"
$ 6.0
o
R ,
Z 4.0 _ L _ .
Q9
£ 47\ -~ - .
& 8 . 1
2 2.0 . |/4 . . 29\
0.0 | || || -l L ] ll: —_ ]
.30 40 50 L] 70 80 20 100 110 120 130 140 150 160 176
. . . moz :
i 0.0 Entry #35125, Ethane, 1,28,2-;r~ich1oro-i,i—dif‘luoro- (from NISTOSa.1> (SCALED)
8,0
~
)
s 6,0 .
¥
]
o 4.0
feel 2 o P
* Q 16
2 14 51 9\ 74
0,04 l ln. .|.|||I. VTR I URPTRTIeT] 1 5 . 9\./“ .|.|.q>
30 40 50 60. 70 80 20 , 100 110 120 130 140 180 160 170
nez

Freedom_0006097_0040



.Data File$ /chem/HP19760,1i/14febld,b/db0844_lib,d Page S
Date 3 19—FEB-2§14 13366

Client ID: SSKCi Instrument.: HP19760,1

Sample Info: SSKC1373656973:1303SAMPLES S

Volume Injected Cul>: 1,0 Operatori ,img00346

Column phaseé J&d DB-BMS Column diameteri 0,18

Library Search Compound Match " CAS Number Library Entry Quality Formula Weight
1-Butene, 2-chloro-3-methyl- 1?773-64-?: NIST¢Ba, 1 4733 CBH9C1 104
2-Butene, 2-chloro-3-methyl- 17773-65-8 'NIST¢Sa.l 4720 81 CSHC1 104
2-Butene, 1-chloro-2-methyl- 13417-43-1 NIST¢Ba,l 4726 72 CSH9C1 104

10,0,

6,0/
4,0/

2,01

Normal (x10°3>

<
-
[

Soan 61 (1,892 min) of db0814_lég;§ (Subtracted)> (SCALED>

//41

N

~

111 |

. | /73

N
1

//93

104\\.

|

44 48 52 56

64
nex

68 72 76

80

84

88

92

26

100 104 108

/27

“Mormal (x10~3)

EN

y

/

//53,

51\

N

/

/75

Y

En&:ziﬁ4733, 1-Butene, 2—oh10r0—3-methgl:\é;rom NIST05a,1> (SCALED)

v/

//89

v

104\\ -

At

0,0l .|

[
28 32 36, 40

44 48 62 66

60 64
n/z

68 72 76

80

84

88

92

96

100 104 408

/27 39\ -

Normal (x10°3)

l‘ v L) I,Jﬁ |

//53

51\\
||1 N |.|

4N

Enkry #4720, 2-Butene, 2-chloro—-3-methyl— (from NIST0Ba,1> (SCALEDY
n‘\g
1 : &9 S

-

28 32 36 40

4'4 48 852 56

L]
: m/z

a?z 76

80

84

88 -

92

2%

100 104 408

/27

Normal (x10°3)

=

o,0d .|

e

51.\ .
.I| I|, | [

/75 ’

N

ET::21#4726, 2-Butene, 1-ch10ro-2—methul\\é€ron NISTOSa.l) (SCRLED)

-

'./104 -

AR

24 28 3 36 40

“44

48 52 56

60
Jg/z

72 76

89 -

84

88 92

26

100 104 4108
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Data Filei /chem/HP19760,1i/14Febid, b/db0814_1ib,d

 Page ©

Date 3 19-FEB-2014 13156
Client ID: SSKC1i Instruments HPi976¢,.1
Sample Info: SSKC13736569731303SAHPLES S} )
Volume Injected (uL>; 1,0 Operatord jmgo034é -
Column phase: J&W DB-BMS Column diameter: 0,18
Library Search Compound Match CAS Number Library Entry " Quality Formula Weight
1,1-Dimethyl-3-chloropropanol 1985-88-2 _ HISTOBa,1 9464 & coHucio 122
Rcetamide (CAS> $% Ethanamide $% Acetic 60-35-5 WILEY275,1 §95 42 C2HSNO 59
2-Butanone, 3-hydroxy-3-methyl- (CAS) $% 115-22-0 WILEY275,1 7824 40 " CBH1002 102
10.0 Scan 304 (3,302 min) of 14§!ib.d (Subtracted> (SCALED}
*
8,0
~
)
$ 6.0 !
;
-
4,04
) 107
g 2.0 69\ .9?\_ . \
2 ; 72 | 11
0.0 ..L N I T l'I/ ........ ‘2\ . .|ﬂ.\.
15 20 25 30 35 50 55 60 5 70 78 8¢ 85 90 25 100 105 110
nlz S :
10,0 Entry #9464, 1, 1-Dmethul-3-ggl}rmanol (from NISTOBa.1> (SCQLED)
8.0 4
; N
£ 60 : /
; J /7y
- 40 107
cHR A J - AN
E 2.0 o ‘ Waad et 81 Vs
0,0 I'l ‘i)”' 1l -I!.‘ + - : . |l
16 20 25 30 35 40 45 B0  B5 63 (3] 70 78 8¢ 85 90 95 100 106 110
Az - .
10.0 Entry #595, Acetamide (CAS> $% Ethanamide %% Acet.xc acid amide $$ Hethanecarbuxamide “ ﬁce
+* V1
4
8,0 *
~
4
™M
L 6.0 N
o
X
~ 4,0
— . 5
e
2,0
z 31\ //60
0,0 [ l ! 3 i - .
15 20 25 30 38 40 45 B0 B8 60 , 68 70 7% . 80 85 20 95 1007 105 140
nlz -
10.0 Ent.r-g #7524, Z-Butanone., 3-h3drox9-3—neth§tg/- {CRS) 43 3-+isck*oxg-3-meth91—2—butanone (CAS) ¢
8,0
~
™
S 6.9
-
< 31
4,04
E e =N
2,04 -1 .
z 69\ / /B 4 /402
0,0 1 | 1ol | i .
15 20 25 30 35 4¢ 43 80 g5 60 o5 70 78 8¢ a5 20 95 100 105 1190

n'z

”n:“3/01‘20147”
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Data File: /chem/HP19760,1/14febi®,b/dboB1i4_lib,d
Date ¢ 19-FEB-2014 13356

Client ID: SSKCi

Sample Info: SSKC1:7365697:1303SAMPLES 2}

Volume Injected <ul>3: 1,¢

Page 7

Instrument: HP19760.1

Operatori jmglQ346

Column phase: J&W DB-BMS Column diametert 0,13
Library Search Compound Match CAS Mumber Library Entry Quality Formula Weight
Butane, 2,3-dichloro-2-methyl- 507-45-9° NiSTOﬁa.l 17532 CBH10C12 140
Butane, 2,3-dichloro-2-methyl- (CAS) $¢ 59?—45—§ © WILEY275.1 27332 a3 - C5HioC12 140
Propane, 2~bromo-i-chlorc— 3017-96-6 - NISTOBa,l 27347 38 ‘CIHGBrCl © 166
10,0 Scan 342 (3,63¢ min) %f)hosi4_li§.§ (Subtracted} (SCALED)
i
8.0
”~
$ 6.0 o
*
2 7
_g 4,04 Ve
3 o8
5 2.04 Ve ‘ N
g . //91 123\ 27
0,0 . ;,u....ul.l.l.-....’.u.:.:.’... l. L. L. ..l.l. . - “//1
' 20 30 C 40 ' 50 80 70 80 90 100 11¢ 120 130 140 150 160
10.0 Entry #17637, Butane, 2¢3whch'1_o\r?c;2-mthsl— {from NISTOGa.l1> (SCALED>
B.Oﬂ s
8 ./ Va4
:3 6.9 VA /
~ s ?
= 4,0] : N
74 : -
£ / :
2.9 3 08
2 I : l /° l /2 e 2. 429 440
0,04 gl .18 ” ..hl:l-k.. .x.l-l.n | NS | N N . Ql“- . . tes o —
: 20 30 40 50 60 70 80 90 - 100 11¢ 120 130 140 150 160
10' o Entry #27332, Butane, 2,3-dich1dro-2—net}\ug;? (CAS) $¢ 2,3-Dichloro-2-methylbutane $% Anylen
.
8,0
”~ B n
X]
$ 6.0
o
S 7
_a 4,0 6\
£ 7 )
§ 2.0 ~ 3 A0S
g <e .
g2 N Wit 7 .12
0.0 ] I 3 l | ,l. - ‘lx 3. 5\'
20 30 40 50 60 70 BQN 30 T100 110 120 130 id40 1850 160
. : z L. .
10,0 Entry #27347, Propane,’ 2—brol¢_};chloro- (froh HISTOSa,1> (SCALED)
8.0 1
m
5 6.9
]
Rt
o 4.0 .
g /
é 2,04 . . . /ﬁi 107\
. 5 4 3 X AN 12t 27 14 15 61
0.0l /1 b oalhibe LB ./‘s I 3\ C Gl \ /l 3\ 8\‘\
20 30 490 -1 c 690 7% 80 PN 160 110 12¢ 130 140 150 160

{
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Data File} /chem/HP19760,1i/14feb1d,b/db0844_lib,d
Date $ 19-FEB-2014 13166

Client IDg SSKCi

Sample Infoi SSKC137366697313035SAHPLES ;)

‘Volume Injected (ut>: 1,0

Column phaset J&W DB-BMS

Library Search Compound Match .CAS Number
2-Butanol, 1,4-dichloro- 2419-74-1
3,5-Dimethyl-5-hexen-3-ol 1569-46-6
3,5-Dimeth91-5-hexgn-3-o1 0=00-0

f

Instrument: HP19760,.1

Operatort jmg00346

Column diameter: 0,18

Library Entry
NISTOBa,1 18643
NISTOBa, 1 12194
WILEY278,1 19744

Quality

N0&)

Page 8
Formula Weight
CaHBC120 142
C8H160 126
C8H160 128

' Scan 385 (3,781 min) of %Bgsi4_lib.d (Subtracted> (SCALED>
10,04 7 :
8,04 91\
A
< 6.0 3
o ©+V9
¥ 2 Ve
Y 4,0
- * %
r _ / A0
E 2491 ' ‘ /74 ‘ : 12 27
o0l || .|.|.|| [ PPN RS P01 | PO SR e I 1 11 P -|.| 5\/1
20 30 40 50 60 70 . 80 20 100 110 120 130 140
N NZ N L _ !
10,0 Entry #18643, 2-Butanol, 1,4-dichloro- (from NI TO?;.I) (SCALED)>
. . .
8,9
~
e M
o ° ’
- 29
S / 79
Y 4.0 ) /
g 2.0 A AN
+04 77
S I 63 AN 10 24 141
o,0d 1. ..“ .I. NETR I KT .-IH-I.LI-.A-|J.- s il ||“ TRTER] i1 PPN eﬁﬁ..u <<1 \>..
20 30 40 50 60 70 " 8o 90 100 110 120 130 . 140
n/z .
Entry #12194, 3,5-Dimethyl-B-hexen-3-ol (from NIST05a,1> (SCALED)
10,0 *Y » 3-8-Dimethyl-S-hexey; - .
8,0/ B
”~ : .
p 6.0 m&
g 55\
X .
X
2 "9
£ 2.0 7 .
O P TP N e M
0,04 .1 Al ol s | 1 S I P ISR [ .
20 30 40 50 60 70 , ‘80 20 100 110 120. 130 140
LV 4
Entry #19744, 3,S-Dimethgl-s-hegsp-3-ol (from WILEY275.1> (SCALED?
10,0 73 ’
" 4 b
~ /
g 6.0 5 :
. :
3 ™
~
_, 4.0
g 2,0 //2? //57 99\\
[<] . 3
z /81
0,0 | | 1 || [ I ' | | .
20 30 40 50 60 70 , 80 90 100 110 120 130 140
Nz

“Digitally ‘signed'by An
Target 3.5 esignature v

]
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Data File: /chem/HP19760,i/14feb19,b/db0814_1ib,d Page 9

Date $ 19-FEB-2014 13166 '

Client I]_Jz SSKC1 ; Instrument: HP19760,1

Sample Info: SSKC137365697:130:SAMPLE: S !
Volume Injected (uL>$ 1,0 ' Operator: jmgd0346

Column phase: J&W DB-5MS Column diameter: 0,18 ’

Li brarg Search Compound Match ) CAS Number Library - Entry Quality Formula Weight
Butane, 2,3-dimethoxy-2-methyl— _ 74421-00-4 'NISTOBa,1 13998 [,0‘4\} ‘ C7H1602 132 -
3-Dadecanocl, 3,7.11-trimethyl- ! 7276-65-1  NISTOSa,1 . 77415 C48H320 ‘228

3-Dodecanol, 3,7,11-trimethyl- (CAS) $$ 7278-65-1 WILEY275,1 114659 38  C16H320 228

Sca?r\'3}30 (4,043 mind> of db0814_lib.d (Subtracted)> (SCALED>

10,0
\
8.0
~
m .
& 640
3
4,0 )
-
& A3
2.0
§ .2 | L ._‘_1..05\ 121\ /123
T 0.0 | .|||... || W : i —
20 30 60 70 80 20 . 100 110 1_20 _130 140, 150 160 170 180 190 200 2490
'Entrg #13998, Butane, 2,3-dxmethoxy-2-methgl- {from NlSTO5a.1) (SCALED>.
10,0 - o
3.0- N\D
A .
< 6.0 ’ : /
o ©°. - .
3 : _
1~ a.0
g ' _ 2 At oy ,
2,04 -4 5 ' 5 o1 ' P
2 %% NN Y
0.0l Ll I RO IR e 1 | Ll R - ] —
20 30 40 50 60 7o' ‘80 90 100 110 120 139 140 150 160 170 180 190 200 210
- . nez : ! .
10.0 Entry ﬂ?7415,\—Dodecanol, 3,7,41- trimethyl- (from NIST0Sa.1> (SCALED? -
404
8,0
o~
™
& 6.0
o -
b3 . i
4.0
g : Vo ® : _ : :
5 2.0 | AN 128 - : A - /99{3
0,04 . |I'l l )l |ll- " |I|| .-lll v . | * 1, o » ) . - ] N
20 30 ’ 70 80 90, 100 15}0 420 130 140 ' 450 160 470 480 . 490 200 210
mez
10.0 Entry #114659, 3—Dodecan\l§ 3,7,11~trimethyl- (CAS) $$ Hexahydronerolidol $$% Nerolidol, hex )
9.01
- .
[} .
$ 6.0
X
o’
. 4.0 -
2 : 6 : N
5 2,01 N .
5-2 _ I 97\ AL A2 _ A9
0,0 || hi l.| ol |, : : : |

20 20 40 50 60 70 80 90

100

n/o 120 430 140 150 460 170 180 190 200 210
N’z -
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Data File: /chem/HP19760,1/14febld,b/dbo814_lib,d Page 10
Date 3 19-FEB-2014 13166
Client IDy SSKCi . Instrumentt HP19769.,i
Sample Info: SSK01$7365697$130;-SGHPLE}”
Volume Injeoted .(uL): 1,0 Operators jmg00346
Column phase: J&W DB-GEMS Column diameter: 0,18
Library Search Compound Matcoh CAS Number Library Entry Quality Formula Weight
2-Methyl=3-bromo~2-butancl 25688-77-4-  HISTOBa,l 33656 C6H11Br0 166
Butanamide 541-35-5 NIST¢Sa,1 1835 [:2] " C4HINO 87
Butanamide (CAS) $$ n—Butyramide $$ Buty - 541-36-6 WILEY275,1 - 3634 64 C4HINO 87
10.0 Scan 491 (4,329 9min) of db0814_lib.d (Subtracted) (SCALED)
404
8,01
~
™
s 6.0
3 3
T a0 a
E o
2,0 2 181463
£ < l /2 LN K
0,04 RN 1l l.l | ) 11
20 30 40 50 60 70 80 90 100 ‘110 120 130 140 150
m/z
10.0 Entry 033665, 2-Heth l-3-brono—2-butanol (from NISTOGa,l> (SCALED)
.
8.0 .
G J
? a0 / /
. )
¥ | J
o 40 /
]
€ 151
g 20 : - SN 07 N 4
® A
O.OJ |||. ..|.|.I|| .|.|| l. /9 / ! . relel:
20 30 40 B0 60 70 80 20 100 110 120 130 140 150
I’z
: Entry Iiaig, Butanamide (from NIST¢5a,1)> (SCALED>
10,0 ~44 9
8,0
g 6.0
¢ 41
3 N (
- 4.6 27
N | ,
5 2.0 55\
2 = | /73 . 37\
0.0 ...l||| | e, .|| b .....I.-.l. ..|.|||. . ; . . .
.50 60 70 80 90 100 110 120 130 14¢ 150
. n/z
Entry #3634, Butanamide (CAS)> _$% n-Butyramide $$ Butyramide $$ n-Butylamide $$ Butammidxc
10,0 R 7 ) 69
8,04 .
~
g 6.0
S ] 41,
|3 N
4.0 27
’ 2,0
73 87
z | | / N /38
0,0 L | 1N i .
20 30 40 50 60 70 /80 20 100 110 120 130 140 150
. : mn/z .

Dlgltally s:.gned' by: A
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Data File$ /chem/HP13760,i/14feb19,b/db0814_lib,d

ne'z

Page 11
Date : 19-FEB-2014 13186 .
Client ID3 SSKCi . Instrument: HP19760,1
Sample Info: SSKC13736569731303SAMPLES 3
Yolume Injected C(uL)>: 1,0 . Operator: jmg00346
Column phase: J&W DB-GMS Column diameter: 0,18
Library Search Compound Matoh CAS Number Library - Entry Quality - Formula Weight
O-CHLOROPHENOL-D4 0-00-0 + WILEY276,1° 48902 91 . ceHDaClo 432
6-Chloro-2-heptene $4 2-Heptene, é-chlor 92639-28-6 WILEY275,1 - 21955 83 £7H43C1 132
¢E)-3-chloro-2-methyl-2-pentenal $$ 2-Pe 21357-76-3 WILEY275,1 . 21735 78 . C6HIC10 132
Scan 727 (5,774 min> of db0B14_1ik.d (Subtractedd (SCALED) -
1.0.‘:-l . ' ' 132}
8.9
~ sa\
™
S 6.9
el
X
~ : I
Zo40]
[] . 6
& /9
2,04 0 g : 75 o
529 /4 LN / SNy 95\‘ A% 3
o.o..lll... N N e .....|I||.. BT NI | I ] REEIN
40 45 B0 B5 60 65 70 75 80 85 90 95 100 4105 410 1156 120- 126 130 135

Normal (x16~3)

~ Entry #18902, 0-CHLOROPHENOL-D4 (From WILEY275,1>_ (SCALED)
8.0 ' ' U w
EN

S ™~ -l/%

0,0 - o | [

//104

|‘ 1 :

1327

40 45 B0 B 60 65 70 76 80 85 90 95 100 105 410 116 120 126 130 135

uYe 4

Normal (x10°3)>

Entry #21965, é-Chloro-2-heptene $% 2-Heptene, 6-chloro-, (E)~ (CAS) (from WILEY275,1> (SCA

)

~432

n’'z

40 435 B0 ©5 60 - 65 70 75 B0 85 90 95 100 405 440 118 120 4125 130 135

Normal (x10"3)>

Entry #21735, (E)—3+ch10ro-2—meth31—prentenal $% 2-Pentenal, 3-chloro-2-methyl-, (E)- (fro

L2.0] . AL

0,0 ‘ ) | b

132

40 45 B0 B85 60 65 F0 75 80 8 90 95 4100 405 110 115 420 125 4130 435

n'z
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_Page. 12 .

Data File: /chem/HP19760.i/14feb19,b/dbo814_lib.d
Date : 19-FEB-2014 13366
Client I_D: SSKC1 Instrument: HP19760,i
Sample Info! SSKC137365697:1303SAMPLES?S
Volume Injected <ul>$ 1,0 Operatdr: Jmg00346
Column phase$ J&W DB-BMS Column diameteri 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
Decane 124-18-5 NISTOBa,l 18485 C10H22 142
Decane (CAS) $% n-Decane $$ Isodecane $% 124-18-5 WILEY275,1 30007 95 Ci0H22 142
DECANE ' ' 0-00-0 WILEY275,1 30102 90 C10H22 142
Scan 783 (5,926 min> of db0814_lib,d (Subtracted> (SCALED)
10,04 7/43 B2
8,0
-~
$ 6.0
. 71
¥ AN
7 4.0 Wand
E 2.0 . | I I yca N 3 g2
0,04 : [N 1 | L ) A 1] 1) : |
30 40 50 (-] 70 80 20 100 110 120 130 140
Entry #18485, Decane (from NIST0Sa,l1> (SCALED>
10,04 a3 Y ’ 2 : [
ﬁ7 . . . .
8,01 ‘
8
s 6,01
¥ i
4,0 71
] N Ve
§ 2,04 55\ 84\ 9 14,
: .l e T
o0l 111, Al e niiie ....llr.. s b N il 7. - [
30 40 60 60 - 70 80 20 100 110 120 130 140
nez .
10.0- Entrg 350007, Decane (CAS) $¢$ n-Decane $$ lsodecane $¢ n—-C10H22 $¢ UN 2247 (from WILEY275,1
. /57 .
8,0
~
]
& 6.0
Ll
3 71
4,0 \ .
- : 27
. 5 .
g 2,0{" 4 v 8 /°
32 l N | "\ N AL 4
0,04 I il i il ] |
. 30 40 50 60 70 80 20 100, 110 120 130 140
m/z
Entry #30102, DECANE (from WILEY275.,1) (SCALED>
10,04 43 —~57 e
8,0
~
]
16 6.0
¥ ™
g ¢ . /35
- 14
K
g2 N TENY 3 N
0,0 | 1R il il | '
30 40 80 60 70 [=le] 20 100 110 120 130 140
. m/z
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Data File: Zchem/HP19760,1/14febl19 . b/db0814_l1ib,.d Page 13
Date $ 19-FEB-2014 13186 . ;
Client IDg-SSKC1 . Instrument: HP1976¢0,1
Sample Infoi SSKC13736569731303SAMPLE::}
Volume Injected C(ul)>: 1,0 Operatort jmgo0346
Column phaset J&W DB-5MS Column diameter: 0,18
Library Search Compound Match CAS Number Library éntrg Qual itu Formula Weight
Propanoic acid, 2-chloro-, methyl ester 17639-93-9 NIST0Ga,l 9448 CaH7Cl0Z2 122
SEC-BROMOBUTANE-1,1,1,2,3,3-D6 ¢¢ 1,1,1, 53966-37-3 WILEY275,1 - .23974 32 C4H3D6Br | 142
Ethane, 1,1-dichloro- 76-34-3 NISTO5a,1 2948 23. C2H4C12 28
.Scan 858.¢(6,538 min> of dbo0814_lib.d (Subtracted) .(SCALED) ; X
10.0W 146
8,04
~
6.
"
£ 6.0 N
g 9
- 4.0 /02
i o
2,01 :
: | I L0 9
0,0/ L ..Ill. .l'.l”'.-lll |ll|| Lt | FTTYS I PVROS I ..l.r; e il
20 "30 40 50 70 80 90 100 110 120 130 140 150
Ul &
] Entry #9448, Propanoic aoiqu-chloro—, methyl ester (from NISTOBa,l) (SCALED)
xo.ow T 3
8,04 /V\‘ 6
”~ : .
¢ 6.0
s 6.0
]
Re]
o 4.0 el
T 4
£ 2.0l N N 8
t Vi . | 7 l %3 ' 122
0,041, |||-I........|-.| .-..-.|.||..:l|| — N P ..J.|.. —— — et , . .
20 30 40 B0 60 70 80 90 100 11¢ 120 130 140 150
m/z
16.0 - Entry #23974, SE_C—BROHOBUTANE;%&,i,2,3,3-116 44 1;1.1,2,3,3-HEXADEUTERO~-2-BROMOBUTANE (from
8,0
5 0
e
& 6.0 /M -
]
I
_ 4.0 4
L]
€ /33
[ -
2,0 E
2 : and 111, 13
0,0 H|| ll \ l| i ] | ] . \. ./1 .
20 30 40 . 5o 60 70 , 80 20 100 110 = 120 130 140 150
. m/z -
R Entry #2948, Etg/épe, 1,1-dichloro-. (from NIST05a,1) (SCALED>
10,04 . j 6. ) N R
8,01 o ’ )
™ .
$ 6.0, /2/) !
b1
: J v
o 4.0 )
g 2o 83
G 2.f . 2 9
z ‘ /37 ad . Vi | ' ™\ 0
0.0 || I--. . Ties. .I“I .. . .I.. Ll
20 - 60 60 70 y 80 20 100 110 120 130 140 150
§ mez
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Unknown; InLib=484

100 146
63
50+
98
82
| -
87 - : 126
73 ' 117
67 | 1 | 110 ‘
4145 T H R RO 22V L B P N |
-40 50 70 80 90 ‘_100 110 120 130 140 150 160

(Text File) Scan 858 (6.538 m;n)_: DB0814.D\data.ms

Name: Scan 858 (6.538 min): DB0814.D\data.ms
MW: N/A ID#: 23 DB: Text File

Comment: SSKC1;7365697;1;0;SAMPLE;;;

10 largest peaks:

146999 | 63580 98403} 148314 82287| 81206| 83181| 57177| 126144| 100 123 |

Synonyms:

| . ,\LM\AQ.

no synonyms.

Ex. 5 - Deliberative

Ex. 5 - Deliberative

-

Freedom_0006097_0050




Hit 1 : 2-Chloro-6-fluorophenol

C6HACIFO; MF: 940; RMF: 942; Prob.94,9%; CAS 2040 90-6; Lib: mainlib; ID 1190986.

146

100+
50+ _ | 3
63 -
. 98 126
57 " 117
13 -} 110

c' 3I1 3I7|.4‘I llll.l "IHIGZ. |IIL .| i. 1'1 1| .l”'lll - ||

o T LRI LA NN LRSS SRS SN S 1 T
: 110 120 130

(mainlib) 2-Chloro-6-fluorophenol

OH

Name: 2-Chioro-6-fluorophenol
Formula: CgH4CIFO

UREREUR U DS
20 30 .40 - 50 60 70 80 90 - " 100

MW: 146 Exact Mass: 145 99347 CAS# 2040-90-6 NIST#: 352540 ID#: 119096 DB: mainlib

Other DBs: None .
Contributor: NIST Mass Spectrometry Data Center
10 largest peaks: '

146999 | 148 342| 63338| 82 302 | 126 244 [ 98 217 |
Synonyms:
no synonyms.
Page 20f 4 .

81169 |

57120 |

83101| 128 80|
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Hit 2 : 3-Chloro-4- -fluorophenci
C6H4ACIFO; MF: 782; RMF: 784; Prob 2.40%; CAS 2613-23-2; Lib: mainlib; lD 118758.

100- 146
O e
50 | &
‘ Ci
F
51
73 \ 17
ol 1418 | a1 0 I 87 \'.111869;1. 98 i, 12
AL S B - Fr e T

1
10 20 30 40 50 60 70 8 90 100 110 120 130 140 150 160
(mainlib) 3-Chloro-4-flucrophenol ' '

OH -

ClL

Name: 3-Chloro-4-fluorophenol

Formula: CeH4CIFO _

MW: 146 Exact Mass: 145.99347 CAS#: 2613-23-2 NIST#: 343611 ID#: 118759 DB: mainlib . '

Other DBs: Fine, EINECS

Contributor: NIST Mass Spectrometry Data Center

10 largest peaks: - :
146999| 83489| 148293| 57141 B82134| 63 91| 81 85| 147 74| . 31 67| 117 64|

Synonyms: : '

1.Phenol, 3-chloro-4-flucro-

Page 3 of 4
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Hit 3 : 2-Chloro-4-fluorophenol

C6H4CIFO; MF: 778; RMF: 780; 'Probz 12% CAS: 1996-41-4; Lib: mainlib; ID: 118756.

100+ 146
OH
cl 82 /W
50- .ﬁ
F
57 63 110
61 73 17
3 374 .ul 67 ] l N orw02 | |, 126 il
0 U AN LR R I R WAL IS UM T T T AT
© 20 30 40 50 60 70 80 80 100 110 120 140 150 160

(mainlib) 2-Chloro-4-fluorophenol

Name: 2-Chloro-4-fluorophencl
Formula: CgH4CIFO

MW: 146 Exact Mass: 145.99347 CAS#: 1996-41 -4 NIST# 373451 ID#: 118756 DB: mainlib

Other DBs: Fine, NIH, EINECS, IRDB

- Contributor: NIST Mass Spectrometry Data Center, 2009 .

10 largest peaks:

146 999| 82641 148326|
Synonyms: '
1.Phenol; 2-chloro-4-flucro-

©.81166

831531 110121

%

Page 4 of 4

63112]

57103| 147 73| 117 64|
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Target compound,

do not report.

AJS00193. 03/01/2014

Data File: /chem/HP19760,1i/14febld, b /db0814_lib,d Page ‘14
Date t 19-FEB-2014 13356
Client IDy SSKC1 Instrument; HP19760,i .
Sample Infoi SSKC13736669731303SAMPLES
Volume Injected (ul>: 41,0 Qperatori jmgo0346
Column phase: J&W DB-5MS Column diameter; 0,18 _
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
Cyclohexanemethanol, 4-methyl-, trans- ¢ 3937-49-3 WILEY276,1 19674 _ C8H160 128
Cyclohexanemethanol, 4-methyl-, trans- 3937-49-3 NIST¢5a, 1 12246 64 C8H160 128
Cycloheptanemethanol 4448-76-3 NISTO6a,1 "12094 47 C8H160 128
Scap 891 (6.73¢0 min) of db0814_lib.d (Subtracted> (SCALED>
10,0 AN
8.0
~
7
]
$ 6.0 e
s} ( 81 9 *
X { .
T 4.0 - N 5\
[} /41
E
c 10
] I, .| 4 S
0,0 (1IN L L | I | ||| Il
20 - 30 40 50 60 80 90 100 110 120 130 170
n/z
10.6 Entry #19674, Cgolo exasnemethanol; 4-methyl-, trans- (CAS) $% TRnNS—i—HETHAHDL-ﬂt-HETHML '
* I3
8,0 M
g / vV ¢
$ 6.0 /
X
~
7
"_‘o 4,04 /
£ 27
5 2.0 5
$ 4 N | l A0
0,01 | Hh Ih ' ih I .
20 30 40 60 60 70 80 100 11¢ 120 130 140 150 160 170
. m/z .
Entry #12246 Csclohexanemethanol, 4-methyl-, trans- (from. HISTOSa,l> (SCQLED)
10,0 55|
8.0
~
™
$ 6.0
o
z 9
o W0 ot EEAN
o 27 AN N
< AN 2
5 2,0 E’\ 11
g R T LI
0,04 ¢ . I -llll. Lellh ||| I iy AN . .
20 30 40 50 - 60 70 80 100 11¢ 120 130 140 150 16¢ 170
n’z
Entry #12094, Cycloheptanemethanol (from NIST0S5a.l) (SCALED>
10,904 55~y
8,04 97
P AN
IX)
s 6,0
<
< 8
4.0 o\
T RNy 67
£ AN :
5 2,0 2 11
: I [
0,0 A, AR i N l [TOPRroTT! | [FYRrTen | I I .l .
20 3¢ 40 50 60 70 80 90/ 100 110 120 130 140 150 160 170
% 4 .

1
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Data File: /chem/HP19760,1/14Febl9,b/db0814_11ib.d : Page 15
‘Date 3 19-FEB-2014 13386

Client ID: SSKC1 Instrument: HP19760,i

Sample Info: SSKC1:736569731303SAMPLES S} '

Volume Injected (uL>$ 1,0 *  Operatori jmg0346

Column phaset$ J&i DB-SHS Ce - Column diametery ©,18

Library Search Compound Match CAS Number Library Entry Quality Formula Weight
Cyolopentasiloxane, decamethyl- 541-02-6 NISTOBa,1 161016 91 - - . C10H3005Si5 370
Cyclopentasiloxane, decamethyl- (CAS) $% 541-02-6 WILEY275,.1 221486 20 C10H30055i5 370

Pentasiloxane, 1,1,3,3,5,6,7,7,9,9-decam 995-83-5 NISTOSa,1 165039 38 C40H3204S8i6 356

: Scan 1008 (7,442 min) of db0814_lib,d (Subtracted> (SCALED> -
10,0 737
8,04
~
™
$ 6.0 .
%
~ 4.0 267
7 : \ 35
; 2 74 N ) ™
=3 0 / . ’
Z LN N 223 : 32 :ﬁe
ool 11 L L. 7 TS 3\ Y
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
R [V 4
’ : . 'Entry #161016, Cyclopentasiloxane, decamethyl—- (from NIST0Ba,1> (SCALED
10.0" . 737 Y » Ly P ’ Y M
8,04
~ . \ ( .
8 ool : - C 0
< 4,0 267\
3 ]
E 2.91 4B 7 133 158 193 207 24K 201 323
0,04 .. L. . ||. n/e L e .3\. P R T ST Y I PR Y ¥ e e (A1 - ll- / . . o [
40 60 80 100 120 140 160 180 200 220 240 260 290 300 320 340
meZ
16.0 Ent;y)z21436, Cyclopentasiloxane, decamethyl- (CAS)> $$ Dimethylsiloxane pentamer $$ DECAME
. .
8,0
~
3
Fol . LN
2’ 6.0 267\
S .
X
4
o 4.0
]
PN 7
2 N 07 323
0,0 1 [} B ' 1] . 1l ||I|' 14 In
40 60 80 . 100 120 140 160 '180/ 200 220 2490 260 280 300 320 340 360
. nlz . - . )
Eng;g #155032, Pentasiloxane, 1,1,3,3,5,5,7,7,9,9~decamethyl~- (from NIST05a.l) (SCALED)
10.0W 7 . . 267_‘-’"‘ )
8,04
IR
£ 6o ‘ 133 - /
X ] . .
T a0 ! /.47 . . . . 34
n
£ i 207
L2.04.. . 4 - ’ : . .
2 o\ N l 23R l I 325,
0,04 . .....l.- T | TN bl TTY TN ....hl-ln. O ...lllllh.... ... ||. e |||.. P
40 60 80 100 120 - 4140 160 180 200 220 240 2690 280 300 320 340 360

n'z ~
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Data File: /chem/HP19760,1/14feb19,b/dbo814_lib,d

Page 16
Datel t 19-FEB-2014 13156
Client ID$ SSKCi Instrument: HP19760,i
Sample Infot: SSKC13736569731303SAMPLES S ' -
Volume Injected (uL)>$ 1,0 Operatort jmgo0346
Column phase$ J&W4 DB-EMS Column diameter: 0,18
Library Search Compound Match CAS Number Library Entry Quality. Formula Weight °
4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy 77-73-6 - NISTOBa,1 13652 @ C10H12 132
4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy 77-73-6 WILEY275.1 22244 47 C10H12 132
(1R,_2R)—2—h3dr~ox3hiogolo[Z.Z.i]hept—B—en 116697-44-0 WILEY276,1 27837 47 C8H1202 140
Scan 1082 (7,843 min)> of db0814_lib,.d (Subtracted> (SCALED)
10,0 * : * 165~
8.0 S e
~
2 6.0 101
g AN
X
~
o 404 -
2 64\
12
240
é . 52\ I | |I /1_03 9\ /136_ 0
0.0l - e o Lo W I|... ...|. I ... Ly, e . b
20 30 40 50 60 70 80 90 110 120 130 . 140 150 160 170
B [uPe 4 . .
10.0 Entry #13652, 4,7—Hetha6réo'/—1H-indene, 3a,4,7,7a-tetrahydro- (from NISTOBa,l) (SCALED>
* - . )
0 X
s 6.0
o
X
N~
4.9
7
13
§ 2.0 o 7 °
2 2 | | . 10 un, 34
0,04 .. 6\.l e il aaldll e, L 3\ il |./1 ]
20 30 40 60 60 70 80 20 100 11¢ 120 130 140 150 160 170
- : m/z :
10,0 Entry #22244, 4,7-Hethano-1H-1@22e, 3a,4,7,7a-tetrahydro— (CAS> $% 3a8,4,7,7a~-Tetrahydro-4,
.
8,0
o !
¢
o 6.0
o -
o .
-
~ 4,0
g 132 '
5 2,0
G 2 : 77 1 117
z | / /? AN |
O‘OJ : A1l | | | [ 1] . - . N \
20 30 40 50 60 70 80 20 100 116 120 130 140 150 160 170
n’z
10.0 Entry #27837, (1R,2R)-2-h3dro>g36123c10[2.2.1Jhept—5-ene-2-methanol #% Bicyclol2,2.11hept-5-
8,0
~ 1
by ' .
$ 6.0 ><
v .
e
~ 4,91 { ¢
g 2.91 4 N 12 140
0,04 I l | III | ' 2\ '
20 30 40 50 60 70 80 20 100 110 120 130 140 150 160 170
n'z. ‘ .
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Unknown; InLib=-1163
1004 165

66

50+ 101

64 75
54 ‘ "
40 82 136 .

O el Ll ol Treroea _ £ L | |lj
U U AN SR AV e
40 50 60 70 80 90 100 110 120 4130 140 150 160 170 180

(Text File) Scan 1082 (7.843 min): DB0814.D\data.ms

Name: Scan 1082 (7.843 min). DB0814.D\data.ms
MW: N/A ID#: 24 DB: Text File ‘
Comment. SSKC1,7365697,1,0,SAMPLE;;;
10 largest peaks: . _
165999 66737| 167681| 101476| 102200 64167| 75150| 103150| 129108| 169 108 |
Synonyms: :
Nno synonyms.

Page 10f4 .
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Hit 1 : 2-Propenoic acid, 3-(5-chloro-2- formylphenyl)— ethyl ester
C12H11CIO3; MF: 633; RMF: 678; Prob 32. 8%. Lib: mainlib; 1D: 136608.

1004 . - 165
cl

/M

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160{_ 170 180 190 200 210 220 230 240 250
(mainlib) 2-Propenoic acid, 3-(5-chloro-2-formylphenyl)-, ethyl ester .. '

Cl

Name: 2-Propenoic acid, 3-(5-chIoro-2-fdhnylphenyl)- ethyl ester
.Formula C12H11ClO3 -
MW: 238 Exact Mass: 238.039672 NIST#: 196814 ID#: 136608 DB mainlib
Contributor: Chemical Concepts
10 largest peaks:
165999 | 167 330|102 159| 101 150| 166108| 137 88| 75 85| 29 52| 193 45| 51 42|
Synonyms: :
1.Ethyl (2E)-3-(5-chloro-2-formylphenyl)-2-propenoate #

Page 2 of 4-
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Hit 2 : 4-[p-Chlorophenyi]-2-oxo-3-butenoic acid
C10H7CIO3; MF: 613, RMF: 670; Prob 14. 9% CAS: 33185-97-6; Lib: mainlib; 1D: 136611

100+ 165
0] ' )
= /M
50+ OH
102
l 137
51 75
45 . 210
I‘ &3 69 |’|. sy o ] sl s

40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220
(mainlib) 4-[p—Chlorophenyl] -2-ox0-3-butenoic acid

Name: 4—[p—ChIorophenyI] 2—oxo-3-butenouc acid

Formula: C4gH7CIO3 -

MW: 210 Exact Mass 210. 008371 CAS#: 33185 97-6 NIST#: 255898 ID#: 136611 DB: mainlib

Other DBs: None -

Contributor: Div. of Experiment Therapeutlcs WRAIR, WRAMC Washmgton DC 20307

10 largest peaks: L '
165999 167 332| 102 298]': 101,252_| 137241| 75158 51148|.166 101 50 85| 139 82|

Synonyms: : - —

1. (3E)-4-(4-Chlorophenyl) 2-oxo-3-buten0|c acid #

Page 3 of 4
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Hit 3 : 2-Chlorocinnamoyl chloride
C9HBCI20; MF:-597; RMF 649 Prob 8.59%; CAS: 35086-82-9; Lib: mainlib; ID: 136250

1001 185
0
e W

101

o | O -

51

Cl
137

75

172 200
2 3 | o

20 30 40 56"60 7 B0 90 1oo 110 120 130 140 150 160 170 180 190 200 210
(malnllb) 2-Chlorocinnamoy| chloride

| 8287 11 ' A

Cl

Name: 2-Chlorocinnamoyl chloride
Formula: CgHgCl20
MW: 200 Exact Mass: 199.97957 CAS#: 35086-82-9 NIST#: 341179 ID#. 136250 DB mamhb
Other DBs: None
Contributor: NIST Mass Spectrometry Data Center
10 largest peaks: ' S
165999 101414| 167 340|.137322| 102288| 75232| 51174| 139106| 74 98| 166 98|

. Synonyms:

no synonyms.
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Data File: /chem/HP19760,i/14febl1?,b/db0814_lib.d Page 17
Date $ 19-FEB-2014 13366

Client ID$ SSKC1 \ Instrument: HP19769,1

Sample Info: SSKC13736569731303SAMPLES 3} ’

Volume Injected C(ul): 1,0 Operators jmgo0346
Column phase: J&W DB-SMS ) ’ Column diameteri 0,18
Library Search Compot;xnd Match CAS Number Library Entry Quality Formula Weight
2,G—Dj,lohloro-4—+‘luorophenol ' 392-71-2 NISTOBa, 1 43383 @ CéH3Cl2Fo 180
4-chloro-i1H-indazole-3-carboxaldehyde $$ - 102735-85-3 WILEY275.1 63969 28 C8HSC1N20 180
2,2-Diohloro-6-methyl-1-oxa-2-silacyclo- 67608-54-2 NISTO5a,1 ’ 43296 - 22 'CGHGCI/ZDSi - 180
S 1138 (8,170 min> of db¢B14_lib,.d (Subtr. &ted) (SCALED)
10,0 oan * : 180~
/Gi
8,904
~ .
%]
s 6,09
¥ X N
- 4.0 /37 132\
E . o . A3
+0 5 g2 51
: N ol e . L] A y
0.0 S 1 TR PR Y | PO oot T A (DTN CTR T B Ty roanest ! | TP I} S N IR YA NP : .'| i
30 40 50 60 70 8o 90 - 100 110 120 130 140 150 160 17¢ 180
Entry #43383, 2,6-Dichloro—4-fluorophenol (from NIST0Sa,1) (SCALED)
10,0,  AResmS. & SHoror 1867
8,04 ‘Q \p 1/
L 6.0 : Vb >(
11 :
X : At ™~
-l. 4."0 / 14
] 4\
5 2,901 46
P /-'vB 72 2 A0 | A 5
0,0d_. .. .....-....ET\... b o e ol |.-/.9 L e ||| e . .l.. [ JIhh
30 40 50 60 70 80 20 100 110 120 130 140 150 160 17¢ 180
n’z
10.0 Entry #63969, 4-chloro-1H-indazole-3-carboxaldehyde $$ 1H-Indazole-3-carboxaldehyde, 4-chlo 180~
01
8,0
)
$ 6.0
o
X
4,0 9 .
s /9 152\
£ 5.0 124
2 : 84
0,04 l ) A, l 1
30 40 50 60 70 80 . 92 100 116 120 130 140 180 - 180 170 180
_m’'z . : .
10,0 Entry ﬂ4329§, 2,2-Dlichloro-§-meth51-1—oxa-2-silac3c10-3,5-hexadiene (from NISTOS5a,1)> (SCALE 180
8,01
~
$ 6.0 144
g & _ 4\
v 4,0 '
- ) /82 :
& 3
5 2,04 /4 47 :
: | Il llin
1 0.0l . . e - - h : ] . i N
30 40 30 60 70 80 20 1(:/'0 110 120 13¢ 140 150 160 170 180
nez '
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Dats File: /chem/HP19760,i/14feb19,b/db0814_1ib,d
Date t 19-FEB-2014 13186
Client ID: SSKC1

Page 18

Instrument: HP19760.1
Sample Infop SSKC13736669731303SAMPLESS S

Volume Injected ¢uL>t 1.0 Operator: jmgo0346
Column phases J&W DB-5MS Column diameteri 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula "Wei ght
3-Butenenitrile, 3~chloro- 21031-46-2 NISTo5a,l 3933 C4H4C1N 101
Bicyclol[2.2,1]hept-5-ene-2-carboxylic ac 120-74-1 . NISTOSa,.1 16806 ] C8H1002 138
(3a.alpha.,4,alpha,,?.alpha,,?a.alpha,)- 129-64-6 NIST¢Sa,1 32684 47 C9HB03 164
Scan 1144 ¢8,208 min) 6*‘ db0814_lib.d (Subtracted) (SCALED)
10.0 6 165
8,0
~ -
M
& 6.0
g /1.01
4,0 . .
'g . 129\
2,0 4 .
2 /40 . /6 | | | _ /136 o
0.0 |||...-|.Il|. . ||. M II||. T || .-... Dl .|||.
30 40 50 6% 70 80 90 100 110 . 120 130 140 15¢ 160 17¢
. n'z ' -
10,6 Entry ﬂ3933,\223ut.enemtm le, 3-chloro- {(from NIST¢5a,1> (SFRLED)
. 8.0
”~
o * v .
!'x1 /39 ) .
¥4 0 101\
5. N 6
§ 2.0 l BN
8! 04
o0l i . l.ll ”l lh s |l”l T 9\ .l/. ] _
3¢ 60 70 80 20 100 110 120 130 140 150 160 170
mez N :
Entry #16806, B icuo@"z +2.,1)hept-5-ene-2-carboxylic acid (from NISTO5a,1> (SCALED>
10,04 o
8,0 .
; 0
[x] 1.
o MV
o
R - .
~ 4.0 \/
g . A
5 2,0 N
z " Waid T8 /1 11 20 1B/ 40
0,0 I... ..|||l...|...||.-.|. T | | oA I o\ '/- . l../‘L i —_—
30 40 50 60 70 =] 20 100 11¢ 120 130 140 15¢ 169 170
m’z
10,0 Entry #32684, (3a.alpha, ,,‘iealpha. +.7.alpha,,7a,al pha «)-3a,4,7, 7a-Tetrah3dro—4 7-methano- isob
8,0 /l/\ D
~ -—
™
‘o 600. X
¥
_, 4,01 /91
f oo s
Q <. 27 /55 120\
= / 77 20 14 e
o,0d__1l . .|||..|. ool .I.II. ../ | ) 1. / 9\ f
30 40 50 60 70 80 920 100 1190 120 130 140 1%0 160 170
LY 4
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Unknown; InLib=-1187

10(7 . -/ 165
1. - 66
. {
501
‘ - 101
1 129
: 64/
54 .
40 50 l ’ l' 136
ol il “lh,.w., L tte Wl se0
40 50 60 70 ; 100 110 120 130 140 150 160 170 180 - 190
'(TeXt File).Scan 1144 (8.205‘min). DBOB14.D\data.ms "
Name Scan’ 1144 (8. 205 min): DB0814. D\data ms
MW: N/A ID# 26'DB: TextFile' = =
Comment: SSKC1; 7365697 1,0; SAMPLE,,,
10 largest peaks: _
165999| 66860| 167673| 101351| 129210|" 75167| 102167| 64163| 103 116| 169 108 |
"Synonyms: . ' ' :

no.synonyms. .

Page 1 of 4
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Hit 1 ; 2-Propenoic acid, 3;(5-chIoro-2-fonnylphenyl)-. ethyl ester
C12H11CIO3; MF: 612;"RMF: 663; Prob 34.7%; Lib: mainlib; ID: 136608.

100 ' - s
L ’ L

| o
50 ‘ /\[( ~_"

o~ W

102
. 2 75 , 137 .
43 515763 | a3se 111 149

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250
~ {mainlib) 2- Propenoac acid, 3-(5-chloro-2-formylphenyl)-, ethyl ester

Cl

Name: 2-Propenoic acid, 3-(5-chloro-2-formyiphenyl)-, ethyl ester

Formula: C12H11CIO3

MW: 238 Exact Mass: 238.039672 NIST#: 196814 ID#: 136608 DB mainlib

Contributor: Chemical Concepts

10 largest peaks: _ ) . ] S
165999 | 167 330| 102159| 101150| 166108| 137 88| 75 85| 29 52| 193 45| 51 42|
Synonyms: : '

1.Ethyl (2E)-3-(5-chloro-2-formylphenyl)-2-propenoate #

Page 2 of 4
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Hit 2 : 4-[p- ChIorophenyI]-2-oxo 3—buten0|c acid
C10H7CIO3; MF: 585, RMF 650; Prob 10 2%, CAS: 33185-97 6 Lib: mainlib; ID 136611.

1004 ‘165
0
= //l«
5& OH
102

137

51 75 - .
45 ' | 210

I’ 8389 [)11 XN S L 155 |, 175

|||||||||||||||||||||| T T T+t ™ T+ TT T T T,

40 50 60 70 80 90 100 110 120 130 140 150. 160 170 180 190" 200 210 220

(mainlib) 4 [p-ChIorophenyI]-Z 0X0-3- butenonc amd

W

Name: 4-[p-Chlorophenyl}-2-oxo-3-butenoic acid

Formula: C1gH7CIO3-

MW: 210 Exact Mass: 210.008371 CAS#: 33185-97—6 NIST# 255898 ID#: 136611 DB: mainiib- .

Other DBs: None :

Contributor: Div. of Experiment Therapeutlcs WRAIR, WRAMC Washlngton DC 20307

10 largest peaks:’ . . '
165999 | 167 332 102298| 101 252| 137 241| 75158| 51 148| 1661o1|' 50 85| 139 82|

Synonyms o . : ' :

1.(3E)-4-(4- Chlorophenyl) 2-0x0-3 -butenmc acid #

i

Page 3.0f 4

Freedom_0006097_0065



Hit 3 : 4-Pentenoic acid, 5-(4-chlorophenyl)-2,2-diethyl-3-oxo-, ethyl ester
C17H21CIO3; MF: 573; RMF: 634; Prob 6.80%; CAS: 302941-29-3; Lib: mamllb ID: 136610.

100 - 165 .
50+
102 137 ,
7563 : o
0 .l...| b B2, ”111 ,1 . 207 263 280 . 308

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
(mainlib) 4-Pentenoi¢ acid, 5-(4-chlorophenyt)-2,2-diethyl-3-0xo-, ethy! ester ' '

Name: 4-Pentenoic acid, 5-(4-chlorophenyl)-2,2-diethyl-3-oxo-, ethyl ester
Formula: Cq7H21CIO3
MW: 308 Exact Mass: 308.117922 CAS# 302941-29-3 NIST# 271528 ID#: 136610 DB: mainlib
Other DBs: None
Contributor: A.A.Kutin, Moscow, Russia
10 largest peaks:
165999 | 167 324| 102141| 101139| 137122 166 90| 41 68| 55 43| 75 43| 139 42|
Synonyms:
1 Ethyl (42)-5-(4-chlorophenyl)-2, 2-d|ethyl -3-0X0-4- pentenoate #

Page 4 of 4
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Data File: /chem/HP19760,i/14feb1d,b/db0814_1ib.d

Page 19
Date 3 19-FEB-2014 13366
Client ID3 SSKC1 _ Instruments HP19760,1
Sample Infoi SSKC13:736569731303SAMPLES S
volume Injected (ul): 1,0 ' Operator! jmg00346
Column phase$ J&W DB-SMS Column diameter: 0,18
Library Search Compound Match CAS Numker Library Entry Quality Formula Weight
4,5~BROMOACETYLBENZOCYCLOBUTENE ¢4 Bicyc 63506~26-2 MWILEY276,1 109601 72 C10H2Br0 224
Cyclopentane, 1,i-dichloro- (CAS) ¢ 1,1 31038-06-9 WILEY275.1 25856 37 C5HaCl12 138
nhthraqUinone, 1,4:6,8~-dimethano-1,4,4a, 1000210~97-9 NIST0Ba, 1 86461 32 CicH1602 240
Scan 1294 (9,079 min) of db0814_lib.d (Sgg;racted) (SCALED>
10,04 //66 211 '
8,04
~
™
% 6.0
X B 02
4,0 /1
- . 6 226
g. 2.0 s 4\ » 12 47 /
. b b 7 W 5
0,0 1 || I|| | b I |||| bl [ T . |
40 60. 80 - 100 120 140 160 180 200 220 24¢ 260 | 280 300 320 340
S m'z :
’ 10.0 ' Entry #109601, 4,5~BROMOARCETYLBENZOCYCLOBUTENE $¢ Bicucloli%gsg]octa—i,3;5,?—tetraene, 3-br
LVe VY .
8,0 O
~
l(‘? I
o
X .
\
L)
. :
£
é 2,04 l
0,0 : |“ it
’ 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
: : : n'z :
10,0 Engzg/#zsass, Cyclopentane, 1,1-dichloro-= (CAS) $¢ 1,1-Dichlorocyclopentane (from WILEY27S,
+Vq .
8.9. v / .
~
0 6.0 /)//’L/’\L ()
L= L d
g 102\ .
o 4.0
5 |
13 .
5 2,04
z
0.0 N || [ ||JJ 11 .
40 €0 80 100 120 140 160 /190 200 . 220 240 260 280 300 320 340
mz
10.0 Engzg/_ﬂsﬁﬁi, Anthragquinone, 1,4:5,8-dimethano-1,4,4a,5,8,8a,9%a,10a~hexahydro-, (syn)- (fro
9.0* .
o .
8 6.0 /“'74 .
o ) .
R
- 4.0 /91
n
£ 3
c
5 2.9 9\\ 17 46 . 24 _
z | | A . 206\ ™~ 42
0.0l il vl alldell i RTINS DA e
. 40 60 8¢ 100 120 140 160 180 200 220 240 260 - 280 200 320 340
Moz . .
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Unknown; InLib=-1296

211

100 y
- 66
73
50-
102
81 226
54
41 11712|9 1-T7 173 g : 341
o N | I |

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
(Text File) Scan 1294 (9.079 min): DB0814.D\data.ms

Name: Scan 1294 (9.079 min): DB0814.D\data.ms
MW: -N/A ID#: 27 DB: Text File
Comment: SSKC1,7365697;1;0;SAMPLE;;;

10 largest peaks: ' : : :
211999 66889| 209757| 73519| 102343| 81283| 226281| 64235| 213235| 224 203 |

Synonyms:
no synonyms.

Page 1 of 4
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Hit 1 : 1-(2,4,5-Trichlorophenyi)ethanol
C8H7CI30; MF: 599; RMF: 735; Prob 50.1%; CAS: 14299-54-8; Lib:.-mainlib; ID: 167544.

1004
OH

cl /}\[\:()
50+ y
145

Cl

181
CI .

|“ llln

109
104 136

173
th s

62 .||I IH

11_” 1T

n“l

Ill

209

tl

224

(mainlib) 1-(2,4,5-Trichlorophenyl)ethanol

OH

Ci

Cl

Cl

Name: 1-(2,4,5-Trichlorophenyl)ethanol
Formula: CgH7CI30

MW: 224 Exact Mass: 223.956248 CAS#: 14299-54-8 NIST#: 117274 ID#: 167544 DB mainlib

Other DBs: None

Contributor: FDA, Los Angeles District Laboratory

10 largest peaks:
209999 | 211919|

Synonyms:

no synonyms.

145395| 213 290|.224 265| 147 250.| 226 250| 181 235|

Page 2 of 4

183 200 |

40 ‘50 60 70 80 90 100 110 120 130 140 150”&66'170 180 190'éoo 210 220 230 240

146 180 |
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4

Hit2: 2-Acetyl-5-chloro-3 methylbenzo(b)thlophene
C11HQCIOS MF: 573; RMF; 581 Prob 15.0%; CAS: 51527-18-5; Lib: mainlib; ID: 167570.

100 209

504 224

181

43 _
15 29 30|, 51 63975 8703 " 112 496 137 195

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200210 220 230 240
~ (mainlib) 2-Acetyl-5-chloro- 3-methylbenzo(b)th|ophene

102

~Cl

v

Name: 2-Acetyl-5-chloro-3-methylbenzo(b)thiophene
Formula: C11HgCIOS
MW. 224 Exact Mass: 224.006264 CAS#: 51527-18-5 NIST#: 234642 ID#: 167570 DB: mainlib
Other DBs: None
Contributor: Japan AIST/NIMC Database- Spectrum MS-IW-2761
10 largest peaks: ’
209999, | 224 491| 211 366| 181211| 226 184| 210119| 43103| 145101} 146 78| 183 76|
Synonyms: )
1.1-(5-Chloro-3-methyl-1-benzothien-2-yl)ethanone #

Page 3 of 4
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Hit 3 : 3-Buten-2-one 4-[p-bromophenyl]-

C10HSBrO; MF: 563; RMF: 733; Prob 10. 6% CAS: 20511-04-0; Lib: repllb ID: 14422,

100 102 .

50- 51

75

|

145
B

T 1

181

I

) U N
o~ 7~

224

T LD B B o B e e e

T T T

50 60 70 80 9 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240

(replib) 3-Buten-2-one 4-| [p-bromophenyl]-

Name: 3-Buten-2-one 4-[p-bromophenyl]-
Formula: C4gHgBrO

MW: 224 Exact Mass: 223.983677 CAS#: 20511-04-0 NIST#: 145195 ID#: 14422 DB: replib

Other DBs: None

Contributor: ASES Database, Dalian Institute, P.R. China

10 largest peaks:

102999 |-209693| 211692| 145535
Synonyms:
1.4-Bromo-benzalacetone
2.(3E)-4-(4-Bromophenyl)-3-buten-2-one #

51431| 75330

Page 4 of 4
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Data File} /chem/HP19760,1i/14febl12,b/db0814_lib,d

Date : 19-FEB-2014 13386

Client ID; SSKCi _

Sample Info: SSKCi37365697}1)0$SRHPLE;32
Volume Injected (uLd>$ 1,0

Column phase$ J&W DB-SHS

Library Search Cohpound Match

Sul fur monochloride
Sulfur chloride (S2C12> (CAS) $$ Chlorsc
Quinazoline, 6,8-dichloro- (CAS). $% 6,8~

Instrument: HP19760,.1

Operatort jmg00346

Column diameter 0,18

CAS Number Library- Entry
A

_10026-67-9 HISTOGa,l 14872

10025-67-9 WILEY275,1 23509

17227-49-6 WILEY276,1 82165

Page 20

Weight

Quality Formula
@ clasz 134
38 cla2sz2 134
. 38 C8H4C12N2 198

Scan 1396 (9,674 min) of db08i4_lib.d (Subtragted)> (SCALED>
10,0 e 59 . _
8.0
~
$ 6.0 13
g . RN
= 4.0 ,_ N |
E 4 . 73 ' - 162\
2,04 . 37 64
* ” ”ll f e e Ve A ]| pes -
0,0 . “.ull.hlh Al ||.|.“lh. Ildlﬂ.n.n.n|ll i h-.‘ hlu.-.l [ “.|J.. 1. ||| i
.40 50 60 | 70 B8O 90 100 140 120 130 140 © 150 - 160 170 )
R - . o M’z : .
Entry #14872, Sulfur_monochloride (from NISTOBa,l> (SCALED)
10,0 ™99 ’
8.0 138 V4
. - J ' S w
s 6,0 4 / U7
2 /*
4,0 -
r /32 ///
. : | /An
0.0 .J 1 ,I.l. o I .L .
40 60 ‘6 80 20 100 110 120 130" 140 150 160 176 180 190 200
. n’'z_
10.6 Entry #235¢9, Sulfur chloride (SZCIZ\*;CGS) +4 ChlorsohqueI Rad Chlorosulfane ss Sulfur chl
*
© 8,04 13
a ™ >(
%
$ 6,04
o - .
X
~
4,0
—
g
% 2,0{ 35 /.38
z l
0,04 .|| ! | 1N |
40 8¢ 90 100 110 120 130 140 15¢ 160 170 18¢ 190 200
. m/z .
10.0 Entry #82155, Quinazoline, 6,8-dichloro- (CAS) 4% 6, G-DICHLOROQUINQZOLINE (?ron WILEY275,1) 198~
8,0
~ .
™
$ 6401
2 174
w4401 144 ' 73
g 10 /1 /' foz
5 2.0 N |
0,0 | | LII Jdi I ”
40 50 60 70 80 20 100 110 120 130 o} 150 1690 17¢ 180 190 200
N’z

fDlgltally 51gned by Andrew. J.

:Target 3 5 e51gnature user IDﬁ

i

Strebel on 03/01/2014
a3500193_2"
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Unknown; InLib=-1008

100—1

99 -

198

. (Text File) Scan 1396 (9 674 mm) DB0814 D\data.ms

~ Name: Scan 1396 9. 674 mm) DB0814. D\data ms
* MW: ‘N/A ID#: 28.DB: Text File - :

Comment: SSKC1,7365697;1;0; SAMPLE,,,

10 largest peaks:

198 999 | 200 955 |

Synonyms

. no synonyms.

99 943 | -134'46_9| 202 324 |

Page 10f4

64321 |

1101 307 |

136 308 |

50 i 134
64
INEEEN A it
o 1 ‘ l 169
ol |Il |||“. h,lnl |.,u|l , 12.; lL 146 Ll Ll ,lllnk”
T a0 90 1oo 110 120 130 140 150 160 170 180. 180 200 210

65 149 |
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Hit 1 : 1,4-Dichlorophthalazine
CSH4CI2N2 MF: 623; RMF: 637; Prob 36. 2% CAS: 4752- 10-7 Lib: replib; ID: 26402

1004 198

o
.

cl

135 -170

10 20 30 40 50 60 70 80 90 100 110 120 130 140.150 160 170 180-190. 200 210
(replib) 1,4-Dichlorophthalazine

Cl

cl

Name: 1,4-Dichiorophthalazine
Formula: CgH4CIoN2
MW: 198 Exact Mass: 197.975154 CAS#: 4752-10-7 NIST#: 239011 ID#: 26402 DB: replib
Other DBs: Fine, HODOC, EINECS
Contributor: Japan AIST/NIMC Database- Spectrum MS-NW-8054
10 largest peaks: )
198 999 | 200642| 170210| 135191| ©9163| 75162| 102154|: 50143 | 172136| 128 117 |
‘Synonyms: : . :
1 .If’hthalazine. 1,4-dichloro-

Page 2 of 4
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Hit 2 : 1,56-Naphthyridine, 2,8-dichloro- -
C8H4CI2N2; MF: 617; RMF: 644; Prob 28.4%; CAS: 28252-76-8; Lib: mainlib; ID: 161510.

100, 198
163
© 504
50 | 100 .
75 ' 1 !
127 : '
| ’ I |
. ,l,-ﬁL“??.llLl ,,,,, lr.l,lhl, N N 7S 1 K (M ll’.”,l
40 70 80 90 100 110 120 130 140 150 150 170 180 190 200 210

(mainlib}) 1,5-Naphthy_ndme, 2,8-dichloro-

Name: 1,5-Naphthyridine, 2,8-dichloro-
Formula: CgH4CIaN2
MW: 198 Exact Mass: 197.975154 CAS#: 28252-76-8 NIST#: 214645 ID# 161510 DB: mainlib -

Other DBs: None
Contributor: Div. of Experiment Therapeutics WRAIR, WRAMC Washington DC 20307

10 largest peaks o
198999| 163 813| 200658 | 165269| 100‘257] 50253| 75197| 64158| 76154| 73137|

Synonyms . . "

1.4,6-Dichloro-1,5-naphthyridine

2.2,8-Dichloro[1,5]naphthyridine #

Page 3of 4
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"Hit 3 : 1,4-Dichlorophthalazine
C8H4CI2N2; MF: 589; RMF: 616; Prob 36.2%; CAS: 4752-10-7; Lib: mainlib; ID: 161669.

/VLO

170

198

50+

50 75 128 135

i es

6267 163 l
iomJ,L,..rliu,Lj;'lL].!|!-:,.. 1| o < P 1 - |||
40 50 60 70 80 90 1oo 030 150 140 150 160 170 180 180 zoo 210

_ (mainlib) 1,4-Dichlorophthalazi_r‘1ev :

Cl

cr

Name: 1,4-Dichlorophthalazine

Formula CgH4CIaN2

MW: 198 Exact Mass: 197.975154 CAS# 4752-10-7 NIST#: 92309 ID#: 161669 DB: mainlib

Other DBs: Flne HODOC, EINECS

Contnbutor J.E. WILKINSON S CUBED SAN DIEGO, CA.

10 largest peaks: ' s
198999 | 200646| 170 236| 135192| 75186| 99183| 50175| 128162| 172152| 102148

Synonyms: :

1.Phthalazine, 1, 4-d|chloro-

Page 4 of4
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Data File: /chem/HP19760,1/14febl9,b/db0814_lib,d

Date § 19-FEB-2014 13$56

Client IDg SSKC1

Sample Info: SSK01$7365697 130‘SRHPLE$$
Volume Injected CuL>s 1,0

Column phase$ JiW DB-GMS

Library Searoh Compound Match
Benzene, (1-methyldecyl -

" Benzene, (1-methyldecyl)~ (CAS)> $% 2-PHE
Benzene, .(1-methylnonyl)~-

Page 21
Instrumentt HP19760,1
Operators jmgo0346
" Column diameter: 0,18

CAS Mumber Library Entry Quality Formula Weight
4536-88-3 NISTOGa,1 80019 Ci7H28 232
4536-88-3 WILEY275,1 1418337 K:r2 C17H28 232
4537-13-7 NIST¢Sa, 1 70013 CieHz26 218

72

Scan 1831 (12.20190 min) of db¢814_lib.d (Subtracted) (SCALED)

10.01
8,04
~
2 ol
$ 6.0
d
:
X .
o 4.0
g 91
1§ 2.0l AN '
9 €t 1 - 23
2 /“ 5 ) 17 47 : 2\\3
‘ 0,0 L L ﬁ./.é |||j.7 || I||. ./. /. o
30 40 50 60 70 80 20 100 110 123 130 4140 1950 160 176 180 190 200 210 220 230
i miz
10,0 Ent’ru {.#800_19, Benz:fvo'\g;,(i-methgldecgl)- (from NISTOBa,1) (SCALED>
8.0
‘3 6.0
3 v
Y 4,0 / \/ /
™
£ .
- 1.
2" 29 4 5 N 19 33 47 - 12 203 232‘9\4
. Vida ] | A AE A AN /
0,04 . . alal .......l.l.;..........-.....III..,.. e il e :
30 40 50 60 7 - 80 20 - 100 110 120 130 140 160 160 170 180 190 200 210 220 230
n'z -
) Entry #118337, Benzene, (i-methyldegyl>- (CASY $$ 2-PHENYLUNDECANE $$ Undecane, 2-phenyl- ¢
10,0, : Tog—)
8,04
~
¢ 6.0
§ 6.0 .
o
X
A\ 4
o 4,0
m
£
5 2,0 91
2 . T 41\ 55\ 77\ \ 20 232\
33 3
0,0d__ 1 I 1 Lt | .|| / /1
30 40 = 5O €0 70 80 90 - 100 110 120 430 440 150 160 170 180 190 200 210 220 230
n’z
#7 , , —met) - NI . A
10,0 Entry #70013, Benzene ,(\1125 hylnonyl) .(From S§T05a.1> (SCALED)
8,04
~
Mmoo
s 6.0
b
X .
.'_‘ 4.0
g ' 91
o
g 2.¢ 41 77 N 219\
z \\ © AN ©oA1 147 164 69 89 220
' 0,0. Ll .l jr,\. ||I| ..... Il | ..{L .. \ \ /. /1 I/
30 40 50 60 ,-70 ‘80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230

n/z
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e | 2

File : /chem/HP19760.i/14febl9. b/db0818 lib. d
Operator : jmg00346

Acquired : 19-FEB-2014 15:44

Instrument : HP19760.1i

Sample Name: SSKH1;7365701;1;0;SAMPLE;;;

Misc Info : 1404QWAB WL13166,,1041 1000;0,db0802;13166;
Vial Number: 19

_ MS HP ChemStation

Y (x1076)
Naphthalene-d8 -
Acenaphthene-d10
2,4,6-Tribromophencl
Phenanthrene-d10

-
IS
i
1.4-Dichlorgbenzene-d4

2-F luorophenol

=
e —Pyrene-di0

FE=————————Ferylene-d12
{ .

T T e T T T T

11 12
Time- (Min)
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'~ Data File: /chem/HP19760.i/14febl9.b/db0818_lib.d Page 1
' ‘Report Date: .01-Mar-2014 17:03 :

Lancaster Labs

Data file : /chem/HP19760.i/l4feb19.b/db0818;lib.d

Lab Smp Id: 7365701 : Client Smp ID: SSKH1
Inj Date : 19-FEB-2014 15:44 ' '

- Operator - : jmg00346 ' Inst ID: HP19760.1i

. Smp Info -: SSKH1;7365701;1;0; SAMPLE,,,

" Misc, Info : 14049WAB;WL13166;;1041;1000;0; db0802 13166; :
Comment - : Max. number of TICs to report is 50, 17 TICs were found 1n1t1ally
Method . : /chem/HP19760 i/14febl19.b/8270_ WVA_ llb m
Meth Date : 0l1-Mar-2014 15:13 ajs00193 .Quant Type ISTD

Cal Date : 11-FEB-2014 17:36 Cal File: db0387.d

Als bottle: 19 .

Dil Factor: 1.00000 A
Integrator: Falcon Compound Sublist: house 1lib-376.sub

Target Version: 3.50
Processing Host: d26cs01l

Concentration Formula: Amt * DF * Uf * Vt/(Vo) * Cpndvariable

-Néme Value - Description .
‘DF’ -1.00000 Dilution Factor
Uf 1.00000 ng unit correction factor
-Vt . 1000.00000 vVolume of final extract (uL)
Vo . 1041.00000 Volume of sample extracted (mL)
cpnd Variable - Local Compound Varlable
ISTD RT AREA AMOUNT
* 21 1,4-Dichlorobenzene-d4 6.124 1153572 10.000
* 48 Naphthalene-ds 8.077 1819980 10.000
* 83 Acenaphthene-d4dlo0 10.880 1540355 10.000
CONCENTRATIONS _ . QUANT
RT AREA ON-COL(ng/ul) FINAL( ug/L) QUAL LIBRARY L1B ENTRY CPND # _
Methane, bromodichloro- ) CAS #: 75-27-4

1.735 142223 1.23289088 1.18433 921 NISTO05a.1 31325 21

Freedom_0006097_0079



Data File: /chem/HPl9760.i/l4febl9.b/db0918_lib.d

Report Date: 0l1-Mar-2014 17:03

|
CONCENTRATIONS

RT AREA ON-COL{ng/ul) FINAL( ug/L)

1-Butene, 2-chloro-3-methyl-

1.887 133567 1.15785671 1.11225
1,1-Dimethyl-3-chloropropanol

3.297 21337305 184.967171 177.68220
Butane, 2,3-dichloro-2-methyl-

3.519 1478899 12.8201692 12.31524
2-Butanol, 1,4-dichloro-

3.775 313533 2.71792934 2.61088
Butane, 2,3-dimethoxy-2-methyl-

4.037 184670 1.60085058 1.53780
2-Methyl-3-bromo-2-butanol

4.399 62663 0.54320479 0.52181
O-CHLOROPHENOL-D4

5.774 1022262 8.86170284 8.51268
Decane
5,920 153897 1.33409213 1.28154

Propanoic acid, 2-chloro-, methyl ester
6.538 1504496 13.0420542 12.52839

QUANT
QUAL LIBRARY LIB ENTRY
CAS #: 17773-64-7
70 NISTOS5a.l 4733
CAS #: 1985-88-2
74 NISTO05a.l 9464
CAS #: 507-45-9
83 NISTO5a.l 17537
CAS #: 2419-74-1
25 NISTOSa.l 18643
CAS #: 74421-00-4
9 NISTO0S5a.l 13998
CAS #: 2588-77-4
74 NISTO0Sa.l 33655
CAS #: 0-00-0
© 91 WILEY275.1 18902
CAS #: 124-18-5
96 NISTO5a.l 18488
CAS #: 17639-93-9
38 NISTO0Sa.l 9448

CyRTohexaneiist hamo L MeE Ny A ans Ly EINa AN T LI CASTH I 93 12495
67730 T2 SE 832 T4 9366 200 ST EE T 07473 25 TR S A NI STOs A A zeemen gy DO O report.

Cyclopentasiloxane, decamethyl-
7.412 91354 0.50194912 0.48217

4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy

7.844 685480 3.76641687 3.61807
2,6-Dichloro-4-fluorocphenol

8.170 1035941 5.69204216 5.46785
‘3-Butenenitrile, 3-chloro-

8.205 5.80317

1099470 6.04110810

4, 5-BROMOACETYLBENZOCYCLOBUTENE $$ Bicyc
9.079 58807 0.32312010 0.31039

‘Digitally signed by Andrew.
Target 3.5 ésignature use

CAS #: 541-02-6

20 NISTOSa.l 161016
CAS #: 77-73-6

27 NISTO05a.1 13652
CAS #: 392-71-2

920 NISTOSa.l 43383
CAS #: 21031-46-9

50 NISTO5a.1 3933
CAS #: 63506-25-2

80 WILEY275.1

109601

Page 2

21 (ML)
21
21
21
21(L)
21
21
21

21

.Target compound.

a3js00193 03/01/2014

48
48 (L)
48
48

48
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Data File: /chem/HP19760.i/14febl9.b/db0818_lib.d

Report Date: 01-Mar-2014 17:03

CONCENTRATIONS . QUANT )
RT AREA ON-COL(ng/ul)  FINAL( ug/L) QUAL’ LIBRARY  LIB ENTRY CPND #

Sulfur monochioride CAS #: 10025-67-9

9.668 966197 6.27255774 6.02551 38 NISTO5a.l 14872 83

QC Flag Legend

M - Compopnd_respénse manually integrated. S
L - Operator selected an alternate library search match.

Page 3
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Data Filet /chem/HP19760,1/14febl9,b/db0818_lib,d Page 4
Date i 19-FEB-2014 15344 a

Client ID; SSKH1 - ) Instrument; HP197690.1

Sample Infos SSKH137365701313035AMPLES S}

Volume Injected (ul)>$ 1,0 ’ Operators ng00346
Column phaset J&W DB-BMS Column diametert 0.1§
Library Search Compound Hatch CAS Number - Library Entry - ) Oualitg Formula Weight
Methane, bromodiohloro- 76-27-4 NISTOBa,1 31325 91 CHBrC12 162 "_7
Methane, bromodichloro- (CAS)> $$ Bromodi 78-27-4 WILEY275,1 46490 o CHBrC12 T 162
Ethane, 1,2,2-trichloro-1,i-difluoro- ° . 354-21-2 NISTOBa,1 36125 . 78 C2HC13F2 168
10,0 . Scan 34 (1,735 nin)\?ef"sdb0818_1ib.d (Suﬁtracted) (SCALED>
8.0
-~
™
& 6.0
3
o 4.01 _ :
'g' AT
2,01 12
2 : : "N N a3
0,04 ||II I |.|..|.|._ L ) ||| :
30 40 50 60 70 80 90 El(_ioo 110 120 130 ' 140 " 150 160 17¢ -
. D L r 2 . _ . . N
Entry #31326, Hethane, bromodichloro- (from NIST0Ba,l? (SCALED)
10,0 83~
8,0
5
8 /°
$ 6,0
¥
~ . .
- 4,01 . .
5 SN : ‘ :
5 2,0 e N _
0.0 [ Illl : Il .I 1 ||| - C ’
30 40 " BO 60 .70 80 - 90 100 - 110 120 .- 130 140 = 150 160 170
16.0 Entry #46490, Methane, bromodichelor‘ ~ (CAS) #$ Bromodichloromethane ¢$ Bromodichoromethane
. . . .
8,04
i}
8 /~
s 6.0
L)
X
X
Z 4.0
[ 2N -
§ 2,0 8 : 123\
9,0 | 7' ||| . Il || [ _ ) ||I .
30 - 40 30 60 70 1] 20 , 100 110 120 43¢ 140 150 160 17¢
| . m7/Z . - . * 1
Entry #36126, Ethane., 1,2,$§richloro—i,1—diPluoro- (from NISTOBa /1) (SCALED>
10,0 i . . -
8,04
~
n 1
$ 6,01
¥
401
E- 2,0 A N 7 168
12 : 14 51 74
0.0 | ln. .|.|||I. REPPVRTTUIN TP TITT! I N I . : ] ] 9\./ .|.|.4:§ )
; 30 40 50 60 70~ 80 90 ) 100 110 120 130 140 150 160 170. ’
Nz : i
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Data File: /chem/HP19760,1/14febl9,b/db0818_lib.d
.Date $ 19-FEB-2014 15344
Client IDt SSKH1

Sample Info: SSKH13736570131303SAMPLES S

- Instrumenty HP197690.1

Volume Injected C(uLd>: 1,0 Operatort jmg00346

Column phases J&N DB-5MS Column diametert  ¢,18

Library Search. Compound Match CAS Number Library En£r5 Quality Formula
1-Butene, 2-chloro-3-methyl- 17773-64-7 NISTOSa,l 4733 @ CEHeCl
1-Butene, 2-(chloromethyl)>- 23010-02-8 NISTO5a,1 4718 © 68 CBH9C1
2-Butene, 1-~chloro-2-methyl- 13417-43-1 NISTOBa,l 4731 64 CEHIC1

Page §

Weight

104
104
104

Scan 60 (1,887 min) of db0818_lib.d (Subtracted) (SCALED)

m/z

10,04 69
/41 :
8,0
) ~
$ 6.0
*
5. 10
¥ N "\
p— -400'
: 7
: . 06
E 2.0 83\ /e ?
z .
0,0 i . N l 1 [} l' l L 1 'f |,‘r s l:l l I“
24 28 32 36 40 44 48 52 &6 60 64 68 72 76 80 34 88, 92 96 100 104 108
. . _m/z .
B #4733, 1-Butene 2-ohloro=-3-methyls (from NISTOBa,l1) (SCRLED)
1001 nkry, #4733, , ylz (fre .
~
B ol : \)\)
o . 3" 10
3 7 ™
. 4,0
1= 4 /2? . /69
: S 2.0 ) 3 N 6 75 '
: _ N 1 - 3 ‘ AN l T{,-,
o0d 111, . .:l'J'II. .|||I,||-. NPEIRE I S N N P si .:,.|"' . bt
24 28’ 32 - 3e 40 44 48 62 [ 64, 68 722 - 76 80 - 84 88 ' 92 26 100- 104 ' 108
"E #4718, 1-Butene, 2-(chlor thyly - (f NISTOSa, 1) (SCALED)
16,0 r% 718, 1-Butene, (chloromethy \Ggom ) 5a. LED
_8.01
£ o -
1 10
3 /27 4\
4,0
-4 .
p - 51 9
§ 2.0 3 AN 78
0 %» [ .
b R A ] Sl s £
o.oﬁ.l [ "II:. ' ..HII |._.|'pl.,l._l|.-.|I|... P N 1
24 28 32 3 40 44 48 ' 52 86 60 - 64 68 ,?2 7 80 34 88 92 96 100 104 408
. - - m'z : :
16,0 nks #4731, 2-Butene, 1-chloro—2—methgl-_“_(6f;rom NIST0Sa,.1) (SCQLED)
8,0
~
™
& 6,0
¥
17 4.0 27 RN
i | 7
£ 2,0 . : 9 06
g % : 51\ ‘ I , . /75 /9 . f-
o.gJ I-.!l..' .l||! I.. |||| ..|.|| | .. Ve || : .|
24 28 32 36 4 44 60 - B 76 80 84 88 22 % 100 104 |168

Freedom_0006097_0083



Data File: /chem/HP19760,1/14feb19,b/db0B16_1ib,d . Page 6
Date t 19-FEB-2014 18344 _
Client IDs SSKH1 Instruments HP1976¢,1

- Sample Info: SSKHi3736570131303SAMPLES S} i ' :

' Volume Injeoted CuL>t 1,0 Operatort ,jmg00346

Column phase$ J&W DB-BMS Column diametery 0,18
Library Search Compound Matoh CAS Number Library Entry .Quality - Formula Weight
L}-Dimethgl-:l-chl'orbpropanol 1985-88-2 NIST0Ba, 1 9464 74 CEH11C10 - 122
ncetamujle CCAS) "¢$ Ethanamide $$% Acetic 60-35-5 WILEY278,1 595 42 C2HBNO 52
2-Butanone, 3-hydroxy-3-methyl- (CAS) $$ 116-22-0 . WILEY275,1 7524 40 CBH1002 102
106+ Scan 302 (3.297. mind of dboﬁlggl ib.d (St:lbtraoted) (SCALED>
8.0 .
~
(2]
s 6404
¥ : 3
Y 4,0 ) /
F 107 '
5 2.0 ' | 53'\' N 2 8~ 9 : N
: ' . 7 11
0.0/ -||,-l.. PSR I B I ||--I.-...|-|/ ...... .. \-2\. .-.|-|‘.\.
15 20 25 30 35 40 45 50 55 ui‘Zz €5 70 75 ‘80 85 20 95 160 105 110
10,01 Entry #9464, 1,1-_Dime'th31-3-ggl}ropropanol Lfrom NISTOBa.l)l C(SCALED>
8,0 4
-~ : 3\ .
S 6.0 ; v
Py .
¥ / J / _
= 4.0 v 107
) s AN
g 2.0 A8 / o /2 81 5
0.0 . '|| | lll [N} II||!'. j-l'l.' \\n . ./9 nI
16 . 20 25 30 35 40 45 50 65 60 65 70 75 80 85 20 98 100 105 110
10' 'o Entry #8595, Acetamide (CAS) %4 Ethananiega $$ Acetic acid .amide $$ Methanecarboxamide $% Ace
. /44
. 8,0
~
4
™
$ 6.0 N
o
X
Y 4,0
*
® : /.5
5 2.0 3 | ‘ Wt
0,04 : [ | ] ! . ) .
18 20 25 30 3B - 40 45 50 .65 61/) 65 70 75 a0 [ 2 95 100 105 110
n/’z
10.6 Entry #7524, 2-Butancne, 3—h3droxg—3—mlet5h&l; ‘{CAS> $$ 3-Hydroxy-3-methyl-2-butanone (CAS) $
8,0
B ~ N
™ \
§ 6,0
g 3
? 4,01 /S TN
|5 2.0 - " 71 7
: 6o Vo Aoz
0,0 | | 1ol | [ . .
185 20 257 30 35 40 45 50 85 63 65 70 75 80. 85 20 95 100 105 110
. . . . tmlZ . .
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[

Data File: /chem/HP19760,i/14feb19,.b/db0818_lib.d

Date 3 13-FEB-2014 15344
Client ID$ SSKH1 _
Sample Info: SSKH13?7365701:1303SAMPLES:
Volume Injected CulL>f 1,0 ‘

Column phaset J&W DB-GMS

Library Search Compound Matoh

Butane, 2,3-dichloro-2~methyl-
Butane, 2,3-dichloro-2-methyl- (CAS) $$
Propane, 2-chloro-2-nitro- (CAS)> %% 2-Ch

Instrumentt HP1976¢.1i

Operatort jmgQ0346

Co llumn diameteri 0,18

Page 7

CAS Number Library Entry Quality Formula Weight .
507-45-9 NISTOGa, 1 17537 @ CBH10Cl12 140
§07-45-9 WILEYZ275,1 27332 g CEH10C12 149
594-71-8 WILEY275,1 16050 33 C3HEC1NO2 123

Scan 340 (3,519 mind og;gpsis_lib.d (Subtracted> (SCALED)

10,04
8.0*
~
S 6.0 P
.
g l : 79
-~ 4.0 /
g 3 10 |
2,01 3 -
z . /J /° | Vais 5\ Ao .125\ /127
0,0 . il .||I-|-|. .|.|.|.|.,I.'. y \ 1.y, .. .I.l. MR L i,
3 . . 40 80 € T 70 , 80 20 100 - 1l0 S120 - 430 140
10.6. "Entry #17637, ﬁutane,'2,3-diohlo¢25%fmethgl—7(fnoh'NISTO5a.l) (SCALED>
8.0.
™
(o 6,04 41\
k)
Y 4,04
~ . -
E i B3 N 05
. 2,0 S
¢ I | 3\\ ,/5 - I 89\\ 97\\ //1 //425 ﬂi?
(YR-2 TE Y IR Y Jil, .|.|.|.|.. N . , N P N .|.|. L ] V.. f' ?
' S 40" 50 60 70 go 20 100 110 120 130 - 140
ne'z }
10.0 Entry #27339, Butane, 2,3-dichloro;Zrmetth:;§$RS) 4% 2,3-Dichloro-2-methylbutane $% Amylen
*
1
8,0 Al
~
)
$ 6.0
X
T 4,0 7
g /27 5
2,0 6 1¢
27 I N N /2 ™ o? 126,
0,04 ' ' l . I § I ) | I ] )
’ 30 T40 50 60 70 30 20 100 . 110 120 130 140
mn'z . 5
10.0 Entry #16050, Propane, 2—chloro—2-nitro;}5;ﬁ$) 4% 2-Chloro-2-nitropropane (from WILEY279,1)
8,04
~
m .
$ 6.0
3
b
T 40
£ °
5. ?.OJ Ve !
0,04 1 | | [ el
30 40 - 50 60 70 g %0 100 110 120 130 140
nez
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Data Files /chem/HP19760,i/14febl9,b/db0818_lib,d

Page 8
Date ¢ 19-FEB-2014 15344
Client ID{ SSKH1 Instruments HP19760,1
/
Sample Infoi SSKH137365704131303SAMPLESSS
. bl
Volume Injected (ul>: 1,0 Operatort jmg00346
Column phase; J&W DB-BMS Column diametert 0,18
Library Search Compound Match CAS Number Library "Entr'y Quality Formula Weight
2-Butanol, 1,4-dichloro- 2419-74-1  NISTOSa,l 18643 @ C4HBC120 142
1,3-Dioxolane, 2-C(chloromethyl)- 2568-30-1 NISTOSa, 1 9444 10 C4H7C102 122
3,4-Dimethyl-6-hexen-3-ol 1669-45-5 NIST0Ba,l 12193 - 10, C8H160 128
. A
10,0, Soan 384 (3,775 min) oP7%I39,813_1ib.d {Subtracted) (SCALED) D \))N
8.0 ECaNy ' \(/V\
Ix)
b el A
o
x .
4,04
)
£ 107\
2,0 |
z° ) /77 I . I /-09
0,0l II .| Lot ) I I . ik, . .
20 30 40 80 20 100 ‘110 120 130 140
10.0 Entry #18643, 2-Butanol, 1,4-dichloro- (from NI Toaja.l) (SCALED)
.
8.0/ \ B
B o /\/\.
o ©.99
o 29 .
% S 79
T a0 ‘ / Y
E 2,0 3\ 57\ 77
. 8. I 63\ AN 106\ 24 141
0,041 . ..||.|. TN N1 I ..|||.|...|.....|.|.. ..|..|I|l|'.. TR | | PP YT ; /1 \
20 30 40 60 60 70 80 90 100 110 120 130 140
m'z _
10,0 Entry #9444, 1,3-Dioxolane, 2—(ch@%meth51)-, (from NISTOBa,l) (SFRLE]\:I)
8,0
~
¢
3 6,04
x 4
7 4,0 ™~
]
€ 27
5 2,04 / 52
g2 - AN 2 8 2 N 23
0.0 ||Il.|. .....Il. Ll I.-./6 N TP 6\ el " /.
20 30 40 20 60 70, 80 20 100 110 120 130 140
16.9- Entry #12193, 3,4—Dimeth9!-5-he_§?7nz-3—ol (from NISTOS5a,1) (SCALED)>
8,04
3 /43
s 6.0
1<
X
~7
409
g NI
2,0 AN
2= B N | e /ayﬂ9
0.0l ||||. LELL i R e Pl / .
20 30 40 ) 70 80 90 100 ‘110 120 130 140
n/z :

Dlgltally 31gned by Andrew J. . Strebel. on, '03/01/ "01'
Target 315 es1gnature user: ID ajs00193
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Data Filé: <chem/HP19760,1/14febl9, b /dboBL8_lib,d
Date § 19-FEB-2014 15344

Client ID3 SSKH1

Sample Infoi SSKH13$736670131303SAMPLES

Yolume Injeoted (ulL>t 1,0

Column phaset JtW DB-SMS

.
Instrument: HP19760,i

Operatort jmg00346

Column diameters

Library Searoh Compound Matoch CAS Number Library
Butane , 2, 3-d_i methoxy-2-methyl- 74421-00-4 NI STOSa o1
Octanal, 7-methoxy-3,7-dimethyl- *3613~30-7 NISTOBa,1
Butane, 2,3-dimethoxy-2-methyl- (CAS) $% 74421-00-4 WILEY276,1°

0,18

Entry

13998

47255 °

21984

Qua,ég

Formula Weight
@ C7H1602 132
45 C11H2202 186
38 C7H1602 132

Scan 429 (4,037 MQ;3°P db0818_lik,d (Subtracted) (SCALED)>

10,0, \)3(\
8.0 \LV\B
~
m
3 600
S
X .
o 40
g' 2 ‘/43
o ) .
2" l /% TN SNt
6.04 . Inr.l oo bt e I:. | I .1 jl-.' - . . . .
20 30 40 50. 60 70 80 20 100 - 1i0 120 140 . 150 160 . 4170
: . n/z _ _ —
10,0 Entrfa #13998, Butane{z%a dimethoxy-2-methyl- (Prorn NIST0Ba,1) (SCRLED)
8,04
N
& 6.0 /
-« -
X
~
o %01
g .
2,0 3 B : ) N
2. Ve Ve (N | LN 147 A8 An
0.0J. PR AYPRO 1 OO PV HOP POV [ .l el S ] .
- 20 40 60 - so' 70 g0 ' 90 100 - 110 . 120 140 160 - 160 - 4170
U . . m}z . ..
1; o Entry #47285, Octanal, ?-methoxy—3 7~dinethyl- (from NISTOBa,1) (SCALED) .
.
8,0
|
8 6,0 4
o
-
—, 4,04 - .
Q . ’
§ 2.0 a1 \
G & : A3 1] 1
2 ° N N A s S e 11 21 37 18 17172
I A VU A A A A /‘ i Y.
20 3 40" 50 60 7 . 80 20 100 110 120 140, 150 160 170
. N __m/z -
16 o Entrg #21984, Butane, 2, 3-dime7t. y}y-Z—nethgl- <cas> $$ ETHANE, 1, 2—DIHETH0><Y 1,1,2-TRIMETHY
8,0
~
£ 6.0
3 - e '( .:
R : .
1o, 4e0q4
n .
1§ 2.0
2~ N AN N 108 un
,O.OJ . Sl |I.| I, h | [ ) :
: © 20 30 40 80 60 70 80 30 100 110 120 140 150 160, 170
- Mex = .

Freedom_0006097_0087



Data File: /chem/HP19760,1/14febl9,b/db0818_lib,d

Date 3 19-FEB-2014 15344
Client ID$.SSKH1

Instrument: HP19760,.1

Sample Infot SSKH13736570131303SAMPLE::S

Volume Injeoted (uL)} 1,0

Operators jmg00346

Page 10

NHormal OQd0*3)

Column phaset J&W DB-EMS < : Column diametert 0,18
Library Search Compound Match CAS Humber Library Entry Quality Formula Weight
2-Methyl-3-bromo-2-butanol 2688-77-4  NISTOBa,l 33665 @ CEH11Br0 166
2-Hexanone, 3-hydroxy-3,8-dimethyl~ (CAS 6321-14-8 WILEY275,1 31099 72 C8H1602 144
2-Hexanone, 3-hydroxy-3,5-dimethyl- 6321-14-8 NIST0Ba,1 - 20164 64 C8H1602 144
16.0- 55" Soan 491 (4.399 min) of dbOSl_B_lib.d (Subtracted> (SCALED)>
8,04 .
& 6491 .
3 / / /
- 3 .
o He0 /4 /./
g 2,01 9. 154 493
$ 2.0 | o S N \ ¢
o.0d Lili] ol |1, 1 ! b
40 50 60 70 80 90 nz 100 7110 120 130 140 150
16,0 5 9"’"4 Entry H33685, 2-Methyl-3-bromo-2-butanol (frgm NISTOBa,1)> (SCALED)
8,04 R
6,0 /
4,0
161
2.0 3 6 7t N
Ve N/ LN N son 09 | |
0,04, I-I. (it I.l. . I.‘ L . PR . .
40 60 | 60 70 80 9 nz 100 110 120 130 140 . 160
10.0 Eré%ry, #31099, 2-Hexanone, 3~hydroxy-3,8-dimethyl- (CAS) (from WILEY275,1)> (SCALED)
8,0
o 4
§ 6.0
o
&
U 1 <]
g
5 2,0 101
z:o | I 69\ /93 \ 111\
0,0 1l [ AN | ) | . . I ' .
40 %0 60 70 80 90 , 100 11¢ - 120 430 140 150
. . mlz : .
10.0 59E}tr~g #20164, 2-Hexanone, 3-hydroxy-3,5-dimethyl- (from HISTOBa.1>. (SCALED)>
8,0
3 :
s 6,0
g .
- 40 3
g 101
2.0
Zo' I | 69\ /3 \ 111\
0,04 L1 | il | | 1 I .
40, 50 60 70 80 20 n 100, - 110 120 130 140 - 150
- . ’
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Data File; /chem/HP19760,1/14feb19,b/db0818_11b,d
Date i 19<FEB-2014 15344

Client ID; SSKHL ’
Sample Infoi SSKHL3736570131303SAMPLES 33

Volume Injected (uL): 1,0

‘Instrument$ HP19760,i

Operator{ jmg00346

Page 11

i Column phaset J%H DB-BMS ‘Column diameteri 0,18
' . .
‘ Library Search Compound Match CAS Number Library Entr‘g Quality Formula Weight -
0—-CHLOROPHENOL-D4 0—00-0 WILEY276,1 18902 921 C6HD4C10 132
G-Chlor‘o—Z—heptene $¢ 2-Heptene, 6-chlor - ) 92639-28-6 WILEY278,.1 21953 a3 C7H13C1 T 132
. (E)—3—chloro-Z-methul—Z-—pentenal 4 2-Pe 31357-76-3 MWILEY276,1. 21735 78 CéH9C10 132
! - ‘ t.
\ 10,0 Scan 727 (6,774 min) of dbOB;B_lib.d‘(Su?tracteq) (SCF\LED)_ .132/ ]
‘ K .
o 69,
m
S 6,04 ™\
' Y-
| ~ 40 )
j g /%
A5 2.0{ A0 5 76
‘ g. /4 4\ s\ /» . 37\ 95\| /104 . 1\36
0,0 '|||.'..l.-.|.|....-'lulll ,-...-llll.. . o -||||. v v| Iu.
! o 40 45 50 - BY 60 ' 65" . 70 ] BQ g& . 90 98 100 106 110 115 120 425 130 135
. o Entr‘ *19902 0~CHLOROPHENOL ~D4. (Fr'om WILEY276,1) (SCALED) )
Il 10,0 Y ’ 1327
| e N QJ(L/
i ~ 6
™ .
! $ 6.0 ™\
|2
- H0
\ /‘36,
. . : 04
, g 2,01 75\ L l Ve ;
‘ 0.0l ol [\ . , I I ' ] ' (11 E
' 40 48 50 65 1] 66 L T 80 g?z 9? 95 100 108 410 116 420 126 4130 136
I . . . .
; 10.0 Entry #219855, é-Chloro-2-heptene M‘a-He’pi;ena, 6~chloro-, (E)- (CAS) (from WILEYZ27S,1) gscn ’ 32
! 8,0
| ®
: 16 6.0
i =1
X
{ -~
; 4,0
! (]
: E 2.0
0,0 . G S I IR ; . , '!
40 45 50 -] 60’ 65 70 75 80 B? 30 95 -100 _105 1160 - 145 420 4125 130 138
noz. A
, Entry #21735, (E)-3- -2~ -2 = , 3- -2- - (E>-
: 10,04 ntry 3~chloro-2-methyl-2-pentenal $¢ 2 Pentenal 3 chloro 2 methgl ;s CEd= (Fro 1
8,04
- $ 6,0
B
| = 4.0 i
g 2.0 A
8 ;
o0l — . - - II [
.. 40 43 80 55 60 e85 70 75 80 - 83 20 925 100 108 440 116 120 125 130 138
\ L - _niz A X . g

Freedom_0006097_0089




Data File: /chem/HP19760,i/14febid,b/db0818_lib,d ’ Y Page 12
Date : 19-FEB-2014 15344 N
Client ID: SSKH1 Instrument} HP19760,.1

Sample Infog SSKH13?365701;1)0}SQHPLE)33

Yolume Injected (uL>: 1,0 Operatori jmgd0346

Column phase: JaW DB-BMS Column diameteri ¢,18

Library Search Compound Match CAS Number Library Entry Quality Formula Weight
Decane 124-18-6 = NISTOGa,l 18488 @ Ci0H22 142
Decane (CAS) $% n-Decane $% Isodecane $% 124-18-5 WILEY278.1 30019 21 Ci0H22 142 ,
DECANE - 0—00-0 © WILEY278,1 30402 ™ 91 C10H22 142

Scan 752 CS.Q%?Min) of db0818_lik,.d (Subtracted) (SCALED

10,0 . ’ - ’
/43 - _ .
8.0 '
~
$ 6.0
o O 71 . -
3 N
> 4.0 8B\
2,0
g2 } o P 7 AL A
0,04_ . I i1 el il . 1 1 i 11 | )
- 20 . 3¢ 40 50 80 70 8¢ 20 100 ‘140 120 130 140
_m/z : - .
. 483 ine (from NISTOBa,1> (SCALED) ' !
10,0, N Enig #18488, Decane (from ? ‘ '
8,04
~
o
S 6.0
X 71
- 4,0 / '85\
€ 29
£ 2,0 . ./ 9 14
O.OJ-/.‘ .' \ ..’0 l | Laad bl L ..|la X .f ' NiB i . . [
. 20 30 40 50 60 70 - 80 2% . 100 110 . 120 130 140
. . n/z . . .
10.0 Entry. #30015, Decane (CAS) Ss\ns-gecane 4% Isodecane $% n-Ci0HZ22 ¢$ UN 2247 (from WILEYZ79,1
+99 . .
8,01
:ﬁ .
s 6,04
x . 71 -
T 4.0 ’ / N .
.0 ) 14
2 ] l LN A3 N
0,0 | sl H N el I
20 . 3¢ 40 50 4] 70 89 % 100 110 120 130 140
: noz
) - - < 1> (SCALEDY
10.0 ~43 Entry 33?%.?2 DECANE <(from WILEY275, L
8,0 -
~
Ix)
S 60l ‘
¥ o N
g : | | . 14
6 2.0 .
3 2 | w7 e 2}?*3
0,0 . . l l . il 11 L
20 30 40 50 (2] 70 89 20 100 110 120 130 140
n/z : :

Target 3 5 e51gnaturefu3érlID Wa3500193'
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Data File: /chem/HP19760,1/14febl%,b/db0818_lib.d
Date t 19-FEB-2014 15:44

Page 13

Client ID: SSKHi Instrumenty HP19760.1
Sample Info: SSKH1:7366701313035AMPLE:: S
Volume Injected CuLd: 1,0 QOperator jmg00346
Column phasei J&M DB-GMS Column diametert 0,18
Likrary Search Compound Match CAS Number Library Entry Quality Formula UWeight
Propancic acid, 2-chloro-, methyl estef‘. 17639-93-9 NISTOBa.l 9448 @8) C4H7C102 122
SEC—BROHOBUTQNE—:.,1,1:.2;3,3-36 %% 1,1.1, ! 53%66-37-3 MWILEY275.1 23974 32 C4H3D6Br 142
Propanoic acid, 2-chloro-, methyl ester, 77287-29-7 NI1STOBa,1 . 9463 23 C4H7C102 122
1'0.0 - Scan 858 (6,538 min) of db0818_lib.d (Subtracted) (SCALED \55@ 146~
8.0{ - y \(/\!\“
~ 4 Y\
o .
5 6.0 - N U\
W 98\
g
i, 4,0 /82
3 2
<
5 2.0 50\ l 73\ lh uo\ 17 /1
0,04 et ball, Jl l..!n..a'l!u.. 111 N N 1[ DU R A ‘I J1
20 30 46 B0 60 . 70 80 90 100 110 120 130 140 .. 150
Entry #9448, Propancic acid, 2-chloro-, methyl ester (from NISTQGa,1) (SCALED
10,0 ~e3 :
~
™ o .
§ 6,0
g -
— 4,01 - / .
2 . ‘3\ 82
; 2,01. /_5 ‘ 55\ ?9\ //33 122\
0.04_..1. L |||L. .....,nl.’n ..ns.t.ll.. ull i, faof.s ‘-ll : 1 i
20 30 - 40 5¢ 60 7% 80 20 1900 110 12¢ 130 140 150
: : mAz R . N
10.0 .Entry #23974, SEC-BROHOBUTRHE-%?!.,E,SJ—DS $4 1,1,1,2,3,3~HEXADEUTERO-2-BROMOBUTANE (from =~ -
* 1 - .
8,0 )
) .
& 6,01 )(
-
R
4,04 4
"-': * /
£ /33 .
g2 l Ve un A3
. : 1
0,04 : “ !l . h s Il i i . \ :
' 2 3 40 50 60 - 70 ad 20 100 0 419 120 130 140, 150
. ’ Entry #3452, Propanocic acid,yg:chloro-, methyl ester, (R)- (from NISTOBa,l) (SCALED)
) 10,04 /27 3 :
8,04
~
o \
s 6.0 .
)
T 40 A8 . g7
3 N \
5 20 AN N l 3 122\
vo‘o. eeles : .nI |||t.. ...,,:nln ........'l,. n[ i, [ ...l-l.. . i
20 30 40 5¢ (3] £+ ’ 80 20 100 110 - 120 130 140 . 150

Freedom_0006097_0091



Target compound, do

not report.

ajs00193 03/01/2014

Data File: /chem/HP19760,i/14febl9,b/db0818_lib,d Page 14
‘Date § 19-FEB-2014 1B344
Client ID; SSKH1i Instrument: HP197690,i
Sample Infot SSKH13736670131303SAMPLESS S
Volume Injected C(uL)3 1,0 Operator jmg00346
Column phase$ J&W DB-BMS Column diameter$ 0,18
1
Library Searéh Compound Match CAS Number Library Entry Quality Formula Weight
Cyolohexanemethanol, 4—méth31-, trans~ 3937-49-3 NISTOBa, 1 12246 64, C8H160 128
Cyclohexanemethanol, 4-methyl-, trans- ¢ 3937-49-3 . WILEY278.1 192674 ‘o4’ CeHi60 128
. . Cyolohexanemethanol, 4-methyl-, cis- 3937-48-2 NISTQBa, 1 12249 69 C8H160 128
Soag 891 (6,730 min> of dboB1B_lik.d (Subtracted> (SCALED)
10,0 a%s i
8,0
5 17
5 6,0 -
¥ Y
T a0 . / N N -
) 176,478
§ 2,0 _ . 0 70
0.0 , i M Hil, 1l ' I | ' | .
20 30 40 50 77 60 70 - 80 90/ 100 110 120 130 140 160 160 170
n’z . .
’ Entry #12246, Cyclohexanemethanol, 4-methyl-, trans- (from NIST0Sa,l) (SCALED)
10,0 85~ - .
o
~
%)
? ol W ..
g 97
4,0 1 \
o AN 81:
2.0 N LN AN
e | 110\
0.0l ||| .|: do Ll ..||| e ' || ' .|.
' 40 50 60_ 70 100 110 120 130 140 150 160 . 170
m/z . _
' 40.6 Entry #1674, Cuclo%asnemothanol, 4-methyl-, trans- (CAS)> $$ TRANS-1-HETHANOL-4-METHYLCYCL |
8,0 1
~
o .
$ 6.0 ,
4 .
&
Z a0 /57
a 01
£ /27 . 9 .
§ 2. N | A0 ‘
0.0 l I ”L | L. i .
20 30 40 60 60 70 90 100 110 120 130 140 . 180 160 170
n/z . . .
106 Entry ﬂi_.gg}, Csclohexanemethanol, 4-meth91-, cis~ (from NISTOSa.l) {SCALED)
9,04
~
X
& 6,01
X
"gf ) 2?\ \ ( Bi\ 95\ _ .
8 2.9 . )
2 |l d I‘ A0
0,0l | llll L | ' i |
C20 30 40 50 60 90 90/ 100 110 120 130 140 150 160 170
: . n'z - 8 — L

Target 3 5{e31gnatureiuser ID_,a 500393L

Freedom_0006097_0092



Data File$. /chem/HP19760,1i/14febl19,b/db0818_1ib,.d

Date : 19~FEB-2014 16344

Client ID$ SSKHi Instrument: HP19760.i

Sample Infot SSKH13736670131% OysnMPLE; 33

Yolume Injected Cul>t 1,0 Operatort jmgo0346

Page 15 -

Column phase$ J&W DB-BMS Column diameteri 0,18
Library Search Compound Match CAS Number - Library Entry Quality Formula Weight
Cyolopentésil'oxane, decanethyl~ 541-02-6 NISTOBa, 1 161016 20 C10H30058i6 370
Caclopentasiloxane, e_lecanethgl- (CRS> $% 541-02-6 WILEY275,1 221485 83’ C410H3005515 370
Phenethylamine, N-methyl-,beta,,3,4-tris 10638-86-9 NISTOBa,l 170946 47 C18H37N03S1i3 399
. ) . N
Scan 1008 (7,412 min) ‘of db0818_lib,d (Subtracted> (SCALED)
10,04 737
0.0 \
A .
? D
f (
® .
Y 4,0 ' 26?\
-
E . . . : 355\
2404 - /74 . . ,
2 15 T N 223 ‘ 32 . l 358
6.0- } R l . . 4\| . 9\. T ./ ) 1N I, 3\. I-/ —
40 .60 80 100 120 140 160 180 foo 220 ' 240 260 280 300 320 340 . 360 380
. ) ) ‘ ‘ iz ; . ) o
16,0+ \73Entr:,l:|'#161016, Cyclopentasiloxane, decamethyl- (from NISTOSa,1)(SCALED)"
8,0
E; 6.0
Py .
¥ . ' 267 AN
T a0 o . N\ ,
m ‘ 1)
£ : _ . : .
g 29 4B\ o 33 64 A9 223 270 BN '
1 , A 360
0,04 R NS N NS 6\ e n / O U Wy './ TS ||./ o . S |||./ L
40" 60 80 100 120 - 140 160 180 200 220 240 260 - 280 300 320 .340 360 380 |
e L m’z : : . ; : - o
10.0 ) En;;;,“ZZ“BS,’ Cyclopentasiloxane, decamethyl- (CAS) $$% Dimethylsiloxane pentamer $$ DECAME -
04
8,0
g 6.0 l
aad & 7
X 267
4,0
—é . 355\
£ 2,04 74 . .
§ 291 < N3 23 323 Vst
0,0 i . | L - - . | r L] 1I ) ' I||| ll [ I ll ’
: 40 60 80 100 120 140 . 160. 180 -"/200 220 240 260 2800 300 320 340 360 - 390
.. . m/Z - . . . 5
- 10.0 Entry !&;28946, Pherethylamine, N-methyl-.beta.,3,4-tris(trimethylsiloxyd- (from NIST05a,1)
. T . o
, 8,04
~
™M
g &° 3
X ™~
C 4.0{ _
g e 356
2 z.oﬁ I 1 147 23 267 29 -V
. 1 AN 17 ] 3 /220 : K 309 . 84
0,04 uh ||I.. s d i e 6\ .« W 9\. ' ./. . / “ \I 4\|.. / - ||. a\

Y160 - 180 200

40 60 80 100 - 120 140 220 240 260 280
. n’'z .

300 320 340 360 390
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Data File: /chem/HP19760,i/14febl9,b/db0818_lib,.d Page 16
Date t 19-FEB-2014 1B344
Client ID3 SSKH1 Instruments HP19760,i
Sample Info: SSKH1$7365701341303SAMPLE
Volume Injeoted (uL>$ 1,0 Operator$ jmg00346
Column 'phase: J&W DB-BMS Column diameteri 0,18 .
Library Search Compound Match CAS Number Library - Entry Quality Formula Weight
4,7-Methano-iH-indene, 3a,4,7,7a-tetrahy . 77-73-6 MIST0Ba,1 13652 27 C10H12 132
2-Phenylbicyclol2.2.1]hepta-2,5-diane $4 74437-39-1  WILEY275,1 B3973 . 38 C13H4i2 168
2-Norbornen-6-0l, formate " 1000142-76-9 NIST0Ba,1 16733 30 C8H1002 138
10,0 Scan 1082 (7, 844 mind of db0818_lib,d (Subtraoted) (SCALED) ‘ 165
8,0 /66 ’\p
5 o
$ 6.0 101
3 N N
ot
o 40
: 6
g 2.0 B ™\ 2 SN 36 '
z A\ . |, A o
0,0d__ T |||.l. . ...Il I [ ..” |||. Wavtooonane Ll 100 .|-I. adas 1 l N
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
. - m/z - - 5
10 o'_ ‘ Entry #13652, 4,7-Hethasno- H-indene, 3a,4,7,7a~tetrahydro- (\“rrT\m NISTOBa,l> (SCALED>
*« v r’ :
8,04
”~
2 .
$ 6,04
%
~
- 4,04
g 13 ’
2.0 7 .
E 26 I I /° N 103 TN A
o0l . .. ] .l Ll || |r|n.... Ll , coelbey b i TN ,.. ] i —
. 20 60 60 70 80 90 100 110 120 130 140 150 160 170
o ;s 2= o ~2,5- i - 2,5-di ~ph
10,0 Entry #53?73 2 Phenglbicuclo[&%silhepta 2,5-diene $% Bicyclof2,2 1]heptaf ,5-diene, 2-phe 168
8,0
)
L 6.0
X .
Y 4,0
*
- 102\ ,
£ 91,
§ 20 AN
0,0 . — I . . . .
20 30 40 50 160 "7 80 , 90 100 110 120 130 140 150 160 170
n/z
L #1673 | ~5— +1> (SCAl :
10,0 Entry #16 3,6‘?)orbornen 5-0l1, formate (from NISTO5a,l SCALED)
8,0
~
™
5 6,04 %
o
X
A4
o 40
g 2.0 2 77 Ve 13
7 N 53 / ANz
o0d__.. . Loy s il [T [T . .
20 30 40 50 60 70 80 90 100 110 120 430 140 150 160 170
'z B ;

Freedom_0006097_0094




Data Filet: Achem/HP19760,i/14feb19,b/db0818_1ib,.d

Date : 19-FEB-2014 15:44

Client 1D SSKHL Instrument; HP19760, 1

Sample Info: SSKH1:73657013:1303SAMPLES:

Volume Injeoted CuL)$ 1,0 Operator: jmg00346

Page 17

Weight

CE8HSC1N20 180

Column phase$ J&W DB-BMS " Column diametert 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula
2,6~=Dichloro~4-fluorophenol 392-71-2 " NISTOBa,l 43383 © CeH3C12F0 180
4-chloro-i1H-indazole-3~carboxaldehyde $% 10273%-85-3 WILEY275,1 63969 16

28783-05-3 NISTOBa,l 43478 14

Thienol3,2=clpyridine, 3-nitro-

C7H4aN202S 180

S 1138 (B,170 min)> of db0B18_lib.d (Subt ted) (SCALED>
10,0 can min) o ib, ubtracte: 1;) 180
81 W 4
8.0 N “\LV\B ,
()
s 6.0
3 , 116\ Y
F3 * . 21 132\ '
: 1 : 34
E 2,0 5. /6 \ . /. X 51 ) 60
: | I | | A 5
i 0,04__ NN TN -lh.:lll [ TP LT T B P Lol Il YR 11 | I W T JIh
30 40 50 60 7¢ 80 20 100 110 130 _140 150 ‘160 170 180
. MZ . i
Entry #43383, 2, G-chhloro-4-f‘1uoro henol (from NISTOEa 1> (SCALED>
10,04 Y ® E 180~
8,04
® 6ol
S 6,04 "
¥ g AL ~N
T a0 . 14
E | N
2,04 ’ 46
z " 31 8 7 ; 19 /1 .
z. / 49\ VAN /93 I/l 5
0,04 .. SYSTIIPTITINNINT: |..n‘||.rll..;||..,'.ll....‘.! [T ll.l 3 T TE TR ll: T . -I.. v . R
30 : 40 50 60 70 .80 A90 100 110 120 130 140 150 160 170 180
n/z .
10,0 Entry #63969, 4-chloro-1H-indazole-3-carboxaldehyde $$ 1H—Indazo1e-3—carboxaldehyde, 4-chlo 1902
401
8,0
P
[=3 600
d
X
T a0 s .
3 , Ve 182\
< 12
2.0
2 - 4\ 84
0,0 . . . ] ] ] ] ] | . - ] . ||.
30 40 50 60 70 80 90 - '10/0 T 140 12¢ . 130 140 150 160 . 17¢ 180 |
e .
Entry #434 .2~ idi —nitro-
10.0} ntry #43478, Thienol3,2-clpyridine, 3-nitro- (from NIST0Ga,1) (SCAFED) 180~
T 8,04
~
S 6.0 '
o °*71. [}
] N ez
~ . 4
o 4.0
g : 4 7 /134 150\ :
g 20 5\| Poid e l | | e
0.0 ) 11 !n I P T I7I|| 1 || il I 1 || .
30 40 50 0. 70 80 90 100 110 120 130 440 150 160 4170 180
. Nz
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LI

Data File: /chem/HP19760,1i/14feb13,b/db0B18_1ib,d
Date : 19-FEB-2014 18144

Client ID; SSKHL

Sample Info3 SSKH13736570131303SAMPLES }

Volume Injected (ul>3 1,0

Column phase{ J&W DB-GMS

Page 18
Instrument: HP19760¢,1

Operatory jmg00346
Column diameter$ ¢.18

Library Search Compound Match CRS Ngnher Library Entry Quality Formula Height
3-Butenenitrile, 3-chloro- 21031-46-9 NISfOSa. 1 3933 80 C4H4C1N 101
Bicyclol2,2,1]hept~-2-ene, B-propyl- 22094-80-0 NISTOBa,l 418274 49 -Ci0H16 136
(3a,alpha, ,4.alpha.,7.a1pha.,?a.alpha.>- 129-64-6 NISTOBa,l 32684 47 C9HB03 164

Scan 1144 (8,206 min> of db(081i8_lib.d (Subtraoted) (SCALED:

10,0 s @ 166
U\y\\b\f\w
”~
©
$ 6.0
3 e
o 409
n 129\
g 2,04 o /54 . 36
0,04 . TR la“ CHHE i L ll.. P .. - RN 2NN
30 40 50 60 - - 70 8¢ 26 100 11¢ 12¢ 13¢ 14¢ 150 160 170
Entry #3933, 3-Butenenitrile, 3-ohloro- (from NIST0Ba.1> (SCALED)
10,0 v
8,04
~
< 6.0
I /¥ \/
T a0 : : N
g AN &
E 2,0 N :
| Il Il = -l
0,04 [ .||. ... athh T AL -
. 60 7¢- 8¢ 20 100 .110 420 430 140 160 169 17¢
10.0 Entry #13271, Bigg%!éota.z.ilhept-z-me, B-propyl- (from NISTOBa,1) (SCALED)
3 - - c. :
8,0
i
s 6.0
X
e
40
[ ]
€
é 2,90 /27 /39 /63 : ‘/‘?9 //91 107 /115 135\ /437 (
0,041, R TY PO TC OUDUUORY | | FOVCRIIUN 1Y [T TN \ TSPV UUUTY
C 30 40 50 [=3+] 70 80 90 100 110 120 130 . 140 150 160 170
mez .
10.0 Entry #32684, (3a.alpha.é&lpha.,?;alpha...?a.al'pha.)-3&,4,?,?a-Tetrahgdro—m?.-methano-isob
8.0
~
™
& 6.0
¥
. 40 /A:L
39 .
g 2,0 / _
27 .12 .
z /S /55 27 °\ A29 14 /164
0,04_ 1l N PO T FTY I ,hll... :/:j n]- ] 11 R . 9\ - ) .
) 30 40 5¢ 1 70 0 2 100 110 120 43¢ - ' 140 150 160 170
) Nz :

Freedom_0006097_0096




-Data File$ /chem/HP19760,1/14febid b db0818_lib.d

Date $ 19-FEP-2014 16344

Client ID$ SSKH1

Sample Infop SSKHi:736570131303SAMPLE:::
Volume Injected <ul>: 1,0

Instrument: HP19760.1

Operatort jmgo0346

Page

19

Column chase$ J&W DB-GMS Column diametert 0.18
Library Search Compound Match CAS Number Library Entry Quality Formula Height
4,5-BROMOACETYLBENZOCYCLOBUTENE $$ Biouc 63506~-25-2 MWILEYZ276,1 109601 80 C410H2Br0 224
Cyclopentane, 1,i-dichloro- (CAS) 4% 1.4 31038-06-9 WILEY275,.1 25856 43 CBHeC12 138
1,2,6-0xadiazol-3-amine, 4-nitro-N-(iH-t 1000277-44-1 NIST¢Ba, !l 66118 32 C4H4N803 212
Soan 1294 (2.079 min) of db0818_lib.d (Subtracted) (SCALED)
10,0 /“ 211
209\
W
ool . U\“
$ 6.0
.
3 \)\‘f\
: 4,04 102\
1 .
g 2,0 5 //e ' 11 29 /;44?
g l ‘ ?\ //1 1?6\
0.0 L l ||H “Im llllth i [ R _ ”
‘40 50 9¢ 100 140 120 430 440 450 160 470 480 190 200 210 220
r e .
10.0 Entry #109601, 4,5-BROMOACETYLBENZOCYCLOBUTENE $¢ Bicyoclol4.2,0Jocta~1,3,5,7-tetraene, 3-br ~209
. : +
8.0
~
I+ .
$ 6.0
2 ol
~
— 4,0 .
[} N
E 2.0 ”
ool _____ *ﬁ | | Ll
40 50 60 70 80 2% 100 110 120M130 "140 150 4180 4170 180 190 200 210 220 -
- . z -
‘1;) o Entry #2535&,.623310Pentme, i,1-dichloro~ (CAS) %% 1,1-Dichlorocyclopentane (from WILEY275,
.
o
8,01 i
s .
$ 6.0 Vai ‘0
E : N
T 4,0
n
E 2,0
2 “ 1 /?6
0,04 i il 1 Ol ll
: 40 50 60 7¢ =] 9 100 iio 120'“‘ 43¢ 440 150 180 4170 180 4190 200 210 220" -
-~ -
- 10,0 Entry #66148, 61,2,5—0xadiazol-3—amine, 4-nitro~-N~{iH-tetrazol-i-ylimethyl)~ (from NISTOBa,l1>
.
9.91 . ,
8.0' N X
'~ 14
™ o
$ 6.0 ~ 3\
]
X
<
- 4,0
2
3 20 l H U3 127 55 166 22
. 83 ¢ : 214
'0.0 || | -l I. ). r l!‘ LTRPPPt] II. A R ..}.... N l,l. . /4 /1 /A ’ . |./
80 90 100 410 120&{' 130 140 150 '160 170 180 190 200 210 220
Z

Freedom_0006097_0097



Data File! /chem/HP19760,i/14febld.b/db0818_lib,d Page 20
Date t 19-FEB-2014 15344
Client ID; SSKH1 Instrument: HP19760.1
Sample Info$ SSKH1:736570131303SAMPLE:S:
Volume Injected- (uL>$ 1,0 Operator: jmg00346
Column phases J&W DB-BMS Column diamet:er: 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
Sulfur monochloride 10026-67-9 NISTOBa,l 14872 38 cl12s2 134
Sulfur chloride ¢(S2C12> <CAS) ¢ Chlorsc 10025-67-2  WILEY278,1 23509 - 38 cl12s2 134
1,4-Dichlorophthalazine 4762-10-7 NISTOBa,1 66222 35 CBH4C12N2 198
Scan 1398 <9,668 min) of db0818_lib,.d (Subtracted) (SCALED>
10,0 29 ) ‘\) S /] 198
M\U Wb v
| ot
£ e N SV
* 1
3 6 ™
X 40 N
4 73 16\
2,0 N 10 3 64
: ol bl ol 0 M | 3
0,0 T I TR T I Il h“llll i il Illlllu' Ll I'v L I Lol v . l] I (1N
40 -4 60 70 80 90 100 110 120 130 140 160 160 170 180 190 200
Entry #14872, Sulfur,_monochloride (f NISTOBa 1) (SCQLED)
10,6 Y ’ o rom '
8.0 13
. N
< 6.¢
< . 4
2 /* g
4,0
= 32
o e \‘)\
faoll
| I l /139
o0l 001 JLL . e .I‘ ) , .
40 - 50 60 70 80 90 100 110 120 130 140 160 160 170 180 190 200
10.0 Entry #23309, Sulfur chloride (QZCIZ‘{‘;&RG) #% Chlorschwefel $% Chlorosulfane $$ Sulfur chl
v N B 3
8,01 - 13 ;
L T AN :
s 6,0
¥
N
g
é 2,0 /35 /.38
0,04 -| | || | ! 1] . . | .
40 B0 70 80 90 100 116 120 130 140 150 160 170 180 190 200
NAZ .
16,01 Entry #56222, 1,4-Dichlorophthalazine (from NIST0Sa,1) (SCALED> 198
8,04
X
§ 6.0
o
R
4,0 .
— 17
o 2] 9 35 °\
02 12
zg 2,9 N 4 ™ 4 A 4 AT 3
. 44 | ﬁ03
0,01 - |||| Hn 1 l||| lh ...I||||. b ||I| /. B PR : l.l P
40 80 60 70 " 80 20 100 11%( 120 130 140 150 160' ' 180 190 200
z -
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File

Operator
Acquired
Instrument

Sample Name:

Misc Info

Vial Number:

/cheni/HP19760.1i/14febl8a.b/db0778 1ib.d
ceb05247 . a :
19-FEB-2014 04:57

'HP19760. 1

H2011;7365713;1;0:SAMPLE;;}
14049WAC;wva;;1052;1000;0,;db0774;13166;
19 -

Y (x10°6)

5.8:

5.6

5.4

5.2°

NN NN W6 W WA s

SO
LR R

M5 HP ChemStation

2.4,6-Tribromophenol

phthalene-d8
enaphtheﬁe—dlo

‘1, 4-Dichlorobenzene-d4

2—F1uuropﬁenol
Phenol-dé

henanthrene-g10

e e 7] -Jal ool ¥ L) )

e Perylene-d12

r —A———
k] 10 : 11 12
- Time (Min).

T
13

14
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Data File:

/chem/HP19760.1i/14febl8a.b/db0778_lib.d
Report Date:

Page 1
01-Mar-2014 17:49

Lancastef Labs

/chem/HP19760.i/14feb18a15/db0778_1ib.d

Data file :

Lab Smp Id: 7365713 Client Smp ID: H2011

Inj Date : 19-FEB-2014 04:57 '

Operator ceb05247 Inst ID: HP19760.1

Smp Info H2011;7365713;1;0;SAMPLE; ;; N

Misc Info 14049WAC;wva; ;1052;1000;0;db0774;13166; _

Comment - Max. number- of TICs to report is 50, 18 TICs were found initially.
Method /chem/HP19760.i/14febl8a.b/8270_WVA_lib.m

Meth Date 01-Mar-2014 17:17 ajs00193 Quant Type: ISTD

Cal Date 11-FEB-2014 17: 36 Cal File: db0387.d

Als bottle: 19

Dil Factor: 1.00000 '

Integrator: Falcon Compound Sublist: house_lib-376.sub

.Target Version: 3.50
Processing Host: d26cs01

Concentration Formula: Amt * DF * Uf * Vt/(Vo) * CpndVariable \ :

Name Value

DF 1.00000

Uf 1.00000

vt 1000.00000
Vo 1052.00000

* 21 1,4—Dichloroben2ene-d4
* 48 Naphthalene-ds
* 83 Acenaphthene-dlo0

CONCENTRATIONS
AREA ON-COL(ng/ul) FINAL( ug/L)

, bromodichlbro-
0.79749207

88678 0.75807

Description
Dilution Factor
ng unit correction factor
Volume of final extract (ul)
Volume of sample extracted (mL)

* Local Compound Variable

RT AREA AMOUNT
==== ====== ====== i
6.124 1111961 10.000
8.077 1723017 10.000
10.880 1479740 10.000

QUANT
QUAL LIBRARY LIB ENTRY CPND #
CAS #: 75-27-4

90 NISTO5a.l 31325 21

Dlgltally'sf'?f'l"rww"w:“L [

..... mTarget :3.5%¢€

Freedom_0006097_0100



Data.File: /chem/HP19760.1i/14febl8a.b/db0778_1ib.d Page 2
Report Date: 01-Mar-2014 17:49 )

CONCENTRATIONS . QUANT

RT AREA ON-COL(ng/ul) FINAL( ug/L) QUAL LIBRARY LIB ENTRY CPND # ‘
N 2=c==  scas=sss=s=3 ===z zzo=ses scm===
1-Butene,’ 2-chloro-3-methyl- CAS #: 17773-64-7
1.904 177702 1.59809896 1.51910 55 NISTOSa.l 4733 21 (ML)
1,1-Dimethyl-3-chloropropanol . CAS #: 1985-88-2
3.303 22733525 204.445220 194.33956 83 NISTO05a.1 9464 21
Butane, 2,3-dichloro-2-methyl- CAS #: 507-45-9
3.524 1643307 14.7784471 14.04795 83 . NISTOS5a.l 17537 21
2-Butanol, '1,4-dichloro- CAS #: 2419-74-1
3.7715 316889 2.84982133 2.70895 37 NISTO05a.1 18641 21
Butane, 2,3-dimethoxy-2-methyl- . CAS #: 74421-00-4 )
4,043 254690 -2.29046045 2.17724 38 ©  NISTOSa.l"- 13998 21(L) ;
‘2-Methyl-3-bromo-2-butanol CAS #: 2588-77-4
4.399 67206 0.60439187 0.57451 64 NISTO5a.1l 33655 21
0-CHLOROPHENOL -D4 ' CAS #: 0-00-0
5.774 1122809 10.0975503 : 9.59843 91 WILEY275.1 18902 21 . . )
Decane o : . CAS #: 124-18-5
5.926 189286 1.70226675 1.61812 95. NISTO05a.1l 18485 21
Oxirane, ethenyl- ' ) CAS #: 930-22-3
6.060 51432 0.46253173 0.43966 7 NISTOS5a.l 525 21
Propanoic acid, 2-chloro-, methyl ester CAS #: 17639-93-9
6.538 1468319 13.2047619 12.55205 LY NISTOSa.l ° 9448 21
© CycYohexaneniethanolnEesmet hy I At tane SN Target compound.
ORI HEL09 1110 961 246 82 IR0 2747 INISTOSETIIN#I22464 022 Do not report.
" a . : : ajs00193 03/01/2014
Cyclopentasiloxane, decamethyl- CAS #: 541-02-6 3 ) -
7.412 110494 o0.64128111 0.60958 90 NISTOSa.l 161016 a8 '
4,7-Methano-1K-indene, 3a,4,7,7a-tetrahy CAS #: 77-73-6
7.843 470895 2.73296619 2.59787 27 = NISTO5a.l 13656 48(L)
2,6-Dichloro-4-fluorophehol: CAS #: 392-71-2 -
8.170 566263 3.28646343 3.12401 87 NISTO5a.1 43383- 48 . .
3-Butenenitrile, 3-chloro- -CAS #: 21031-46-3
8.205 760481 4.41365729 4.19549 50 °  NISTOSa.l 3933 a8

Freedom_0006097_0101



Data File: /chem/HP19760.i/14febl8a.b/db0778 lib.d

~ Report Date: 01-Mar-2014 17:483

CONCENTRATIONS QUANT
RT AREA ON-COL{ng/ul} . FINAL{ ug/L} QUAL LIBRARY LIB ENTRY CPND #
4, 5-BROMOACETYLBENZOCYCLOBUTENE $$ Bicyc CAS #: 63506-25-2
9.079 49118 0.285063%24 8.270%7 80 WILEYé?S.l 109601 48 {ML)
Sulfur monochloride ' CAS #: 10025-67-9
9.668 403303 2.72549977 2,5%077 38 NIST0S5a.1l 14872 83 (‘L)

QC Flag Legend

M - Compound response manually integrated.

L - Operator selected an alternate library search match.

Page 3
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Data Filet /chem/HP19760,i/14febiBa,b/db0778_1ib.d Page 4
Date § 19-FEB~2014 04367

H
; Client ID3 H2011 ) Instrumenty HP12760.1
E Sample Infoi H201137365743313038AMPLES
! Volume Injeoted (uL>: 1,0 ' Operator: ceb05247
Column phase$ J&W DB-5MS . Column diameter: 0,18
, Library Search Compound Match ‘ CAS Number Library Entry Quality Formula ) Weight
Methane, bromodichloro-- 75-27-4 NISTOEa, 1 31328 90 CHBrCl12 162
Methane, bromodichloro— (CAS) $% Bromodi 75-27-4 WILEY275,.1 46430 20 CHBrC12 162
) Trichloromethane . 67-66-3 NISTOBa,1 8742 .78 CHC13 118
i Scan 36 (1,747 min) of db0778_lib.d <Subtraa{éed) {SCALED>
i 10,04 : : 3
\ 8.0
i "
! 5 6491
! %
~
| > 4,0 :
! 7 )
i § 2,0 //‘1 12
. z ! /91 31
; 0,0 I, L T ' 115
| 2 T, 4 50 66 - 70 80 90 150 110 120 130
. ) T
: ‘ --10.0-_ * " Entry #31326, Methane, béom?ci'iéhl'oro- (Fr\gnyﬁlsfo‘&a.l) (S\CQLED)
! 8.0 :
. ] 7/
. S 6.0 .
i % .
~
( _ 4.0 -
i a ' b
‘ ) e 12
. 5 2,0 /35 3 9\
i " | L | |
‘ 0.0 i 11 . | ; 1ol [l
' 20 3¢ T 40 60 &0 70 80 - 100 110 120 130
: nez
._10 Vo EAtry #46490, Hethane, bromodichloro— (CAS) 4% Bronodicg%g:gmethane 4% Bromodichoromethane
* vy
8,0
]
P /°
$ 6.0
o
X
| ~
o 4.0
[]
| 2 rd
§ 2.0 A 1
| 2. 38 l 4 N
? 0,0/ , i ] ll — itl 7-{ I |l|
20 30 40 8¢ &0 X?Q 80 20 100 1190 120 130
i i me2
16.6 Entry. #8712, Trichloromethane (from NISTO! a.13> (SCALED
8.0,
~
™
. é) 6,0
3
~
CL 9.01
g_ 20 //4?
z - /13 /35 I 5 7 82\ 11
To,00_ . [T e “n 8\ 0\1 ' u.lA 8\..-|..
20 3¢ 40 80 80 70 80 20 100 110 120 13¢-
_m/Z =

i
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Data File: /chem/HP19760,i/14febiBa, b/db0778 lib,.d

Date : 19-FEB-2014 04:87

Page S

Client ID$ H2011 Instrument} HP1976¢,1
Sample Info: H20113736671331303SAMPLE 3
Volume Injected (ulL>: 1,0 Operator cebdb247
Column phasef J&W DB-EMS Column diameteri ¢.18
Library Search Compound Matoh CAS Number Library Entry Quality Formula Weight
. i )
‘
1-Butene, 2-chloro-3-methyl- i???3—6{¥;7 NIST¢Ba,l1 4733 g6 CBHOC1 104
2-Butene, 2-chloro~3-methyl- 17773-65-8. NISTOSa.l 4720 46 CBHIC1 104
1-Butene, 2—(chlorometh31)- 23010-02-8 NIST¢Ba,l 4718 46 C8HIC1 104 @
Scan 63 (1,904 mind of db0778_lib.d (Subtracted) (SCALED) ° 0 Y
10,0, e 69 —~74 o \ V\\
8.0 \) '
~
)
& 6.0 10
8
g ., AN N
E . - /%
Y 0!
§ 2.0 l l l EN ‘ o 'y
Y s Il | L.l |
24 28 32 36 40 - 44 48 g2 56 60 - 64 68 72 76 80 84 88 92 26 100 104 108
= . . julie 4 2
10'0- - . 5%1#4?33, 1~-Butene, 2—ch10ro—3—methsl—\<€gmm ‘NISTOSa,1> (SCALED) ,
8,0
X
o b X1 10
3 / ™
4,0
O Vsl Ao
5 2.0 3 SN 3 73
» Nl e ¥
o,0d . 1111, ..ll’ L .di;.!. PR N N e B B P I e
24 28 32 36 40 44 48 82 86 2] &4 é8 72 76 8 84 a8 292 26 100 104 108
Entry #4720, 2-Butene, 2-chloro-3-methyl- (from NIST0Ba,l) (SCALED>
10,0, S T g thel” $8 \
8,04
]
$ 6.0 \Z 10
- %0 27 N Vs
,E, / o1 ) ) ?06
g 2 | AN 6 e '
0,04 l!|.. .31!] 'v l"‘lll.s RS i L .|||
24 28 32 36 40 44 48 B2 56 60 64 é8 72 76 8¢ 84 88 92 96 100 104 108
n'z .
10.0- E% #4718, 1-Butene, 2-(chloromth51)-\<ggcm NISTOBa,.1> (SCALEDD
8,04
”~
e 6,0
é . a7 104
~,
o 4409
9
¢ B4 ‘ Vo
2,0 - 78
g 2 | 39\ l ‘ \\ 63\ . f 8#\ l K?
o.o.l 1., ..:ll i ”ltla Ll b I T PR I I — .l
24 28 32 36 40 44 48 52 56 [34] 34 68 72 76 8¢ 84 88 92 9 100 1904 108
mlz : : . :
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Data
Date

File: /chem/HP19760,1/14feb18a,b db0778_lib.d Page 6 -

: 19-FEB-2014 04157

Client ID; H2041 Instrument; HP19760.1i

Sample Info: H20413736671331303SAMPLES ;S i

Volume Injected (ulL): 1,0

- Operator: ceblb247

Column phase} J&W DB-BMS’ - Column diameter: ¢.18

Library Search Compound Hatch CAS HNumber Libréra Entry Quality Formula

Weight

1,1-Dimethyl-3-chloropropanol ) 1986-88-2  NISTOBa,l 2464 Q%Q CBHi1Cl0 122
Acetamide (CAS> $$¢ Ethanamide $$ Acetic . 60-35-5° - WILEY278.1 889 42 C2HSNO 59
2-Butancne, 3-hydroxy-3-methyl- (CAS)> $% 115-22-0 WILEY276,1 7524 40 . CBH1i002 102

10,04
8,0
6,0,

a,0{

Normal (x10°3)

2,0

Soan 303 (3,303 mind> of db°zzg§iib'd (Subtracted? (SCALED

U IR [ 8::92\ ||ﬁ\11

.15. 20 25 36 38

,/43
‘ ) ‘ Z‘f 107\\
5 :
.l.s,. I |
40 45 50

85 &0 65 70 75 86 @5 20 95 100 105 110

‘Normal (x10+3)

Entry #9464, 1,i—nimeth3;-3.5?l§ropropanal {from NISTO0Ba,1) (SCALED
N ' , : _
N Y ' -
' V/ 107\\
/69 ‘81 5
Il \ /9 -l|

s t s

//31
T P

15 - 20 26 30 35 40 45 BO B8 60 68 70 75 80 8 90 95 100 106, 110

mez

" Normal (x10°3)

Normal (x10°3)

s

Entry #B89, Acetamide (CAS) $¢ Ethahéni%; 4% Acetic acid amide $% Methanecarboxamide $% Ace
;/44
; 43\\

S | A

I [N ] L .
15 20 25 30 33 40 45 BO BB €0 68 70 75 80 ©5 90 95 100 4105 410
. L m’z . .

Entry #7524, 2-Butanone. 3-h5drox5-3ﬂmﬁg 1= (CAS) $¢ 3-Hydroxy-3-methyl-2-butancne (CAS) ¢

Gs\l'l/n | /a?_‘ ' ./mz

16 -20 25 30 35 40 45 Bo 55 60 65 70 75 80 85 90 95 400 108 4110
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Data Files /chem/HP19760.i/14febliBa,b/db0778_lib,d Page 7.
Date 3 19-FEB-2014 04357 ’
Client ID§ H2011 Instrument: HP19760,i

«

Sample Info$ H20113736671331303SAMPLE} S

. Volume Injected (ul)>: 1,0 Operatori ceb05247
Column phase: J&W DB-EMS Column diameteri 0,18
Library Search Compound Match . CAS Number Library Entry Quality Formula Weight
‘Butane, 2,3-dichloro-2-methyl- 507-45-9 NISTOBa,1 17537 : CBH10C12 140
Butane, 2,3-dichloro-2-methyl- (CAS) $$ 607-48-2 - WILEY275,1 27339, 83 CBH10C12 140
Propane, 2-chloro-2-nitro- (CAS) %% 2-Ch §94-71-8 WILEY276,1 16060 33 C3HEC1NDZ 123
Scan 341 (3,524 min) of @778_1ib.d (Subtracted> (SCALED)
10,0 77 . N
8,04
”~
$ 6.0 ' ' P
Py *
2 - SN
Z 40 : ,
g ﬁ:!
< 10 .
S 2.0 . 89\ : 5\
z . 1 10 12! 29
0,04 _ |I|....|||-|||. .".l-l.l.l.l....- I: l.n/ .. |.I/1 5\../. )
T30 40 50 60 . 70 80 90 100 110 120 4130 - 140
N’z . .
10,0 Entry #17637, Butane, 2,3-dioh10Q-727—methyl- (from NISTOBa,l> (SCQL_ED?
8.0 / ‘
o)
¢ 6,0 41\ ; J
s 6.
| / J J
4,0 .
-4 6 / /
g aad 5 N 08 |
2,0 L] .
3 i | N A YN A s @
0,0d_alil.. il ..|||.|.|.. .-.l.l.-.‘l... .....l;n. e, .|.l.' . s :
30 40 50 4 70 80 20 100 110 120 ‘130 140 -
n/z - -
10.0 ‘Entry #27339, Butane, 2,3-d1chloro-2-neth3);\§7cn5) +% 2,3-Dichloro-2-methylbutane $$ Amylen
+*
8.0
”~
™
$ 6,0 .
X
Y a0 - 7o
g / & 5 .10
2,04 6
2 ™ N o ™~ 07 EN
0,04 . 1 I | . . | ' 1. ) | 1 . ' .
T30 40 50 60 70 80 90 100 - 110 - 120 130, 140
. m’z . X .
16.0 Entry #16050, Propane, 2—chlor‘o—2—nitro;7 5;98) %% 2-Chloro-2-nitropropane (from WILEY275,1)
8,0
~
[y
S 6,01
3
~7
~ 40
f ’.
g 20 / /4
0,0 | I | [ alil,
30 40 59 60 70 /BO 90 100 ‘110 120 130 140
- n'Z. .
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Da(;.a Fi l.e: ;/chem/HP19760. 1/14febi8a,b/db0778_lib.d

ﬁate :
. Client ID$ H2o14

Sample Infop H20113736671331:0:SAMPLES:?

19-FEB~2014 04157

Volume Injected CuL>t 1,0

Instrumenti HP19760,1

- Operator ceb05247

Page 9

Column phases JiW DB-SMS ; Column diameter$ 0,18
Library Search Compound Hatch CAS Number Library Entry Quality Formula Weight
2-Butanol’, .1,‘4-diohlor‘o- 2419-74-1 NISTOBa.l 18643 @ C4H8C120. 142
Chilorodimethylethylsilare S 6917-76-6  HISTOSa,l 2416 33 C4HL1C1Si 122
7-Oxabiocyclol4,1,03heptane, 1-methyl-4-¢ 96~08~2 NISTO5a, 1 347584 12 C10H1602 168
10,04 ¢ Scan 384 (3,775 min) of‘_’db 778_lib.d (Subtracted) (SCALED) “\
Ve’ . . . \N
aoo' 3 93\ . V\Q
$ 60 \}\ _
9 5 :
pMEX) /° s
o 07 .
g 2,01 ] ] ) 24, A 12 2
0,04_ . Al e e bl o |.|-'||... ' 1 11 T L v L s
T 20 - 30 40 . 50 e . 70 80 ‘90 100 . 110 120 - 430 140°
10.0 Entry #18643, 2-Butanol,- 1,4-dichloro- (from NI T053a.1) (SCALED)
* - . : B - —
) 8,04
o
D=
o) 29
X / 3{ 79
> ) /
E 2.0 3\ 57\ .
+01 7
z : /15 I 63\ AN . 10 24 141,
o0l ...Il.l. .-..I.II|.-..|I|.|.|.|-....I.I.. ..|..||||||.. VTR I PV 6\.ﬁ ﬁ/l i - \
2 2 40 7 B0 60 - 70 . g 90 100- 110 120 130 140
: " Entry 16, 1 (from NISTOS5a,1> (SCALED)
10,0 ntry cm Chlorqdlmethylethglsl ane (fro 5\9?;; )
8,04 .
A
[
5 6.0 )(
ki
7 4,0 N 7
n
£, OJ 4 3 7 Vad
Q S 27 I 12
z Ve I I o l AL A2
O.OJ . Il.l.l. .||r||ll|.. ‘..I.l.-l i |‘I.I. |.|.I-I|7!I|. .IIL;;II 11 Ll baod, .
’ 20 30 40 B0 -1 70 / .80 . 20 100 - 110 120 430 140
. : . mez : . : .
10.0 Entry #34754, 7-D§a\gi3cgclo[4.1.0]heptane’, 1-methyl-4-(2-methyloxiranyl)- (from NIST0Sa,l) ¢
. : .
. 8,0 K
~ !
fo .
S 6.0
g .
T 4,0 55\ 57\ /95
g N 93 07
£ .
5 2,04 12
: T P L1 O O Pl
0,0 — ] l!l” . '.|.|||I Loendl l...'|-||,||.- ||| | T I TR B .
- 20 30 40 ) 60 70 80 20 100 140 © 120 130 140
m/z .
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Data Files /chem/HP19760,1i/14febl8a,b/db0?778_lib,d

Date § 19-FEB-2014 04:57
Client ID§ H2011

Sample Infoi H20113736671331303SAMPLE:S:

Yolume Injeoted CulL>: 1,0
Column phaset J& DB-BHS

Library Search Compound HMatch

Butane, 2,3-dimethoxy-2-methyl-
Octanal, 7-methoxy-3,7-dimethyl-
Butane, 2,3-dimethoxy-2-methyl- (CAS) $%

CAS Number

74421-00-4
3613-30-7
74421-00-4

Instrument; HP19760,1

Operatort ceb05247
Column diameters 0,18

Library Entry
NISToBa,l 13998
NISTOBa,1 4725%
WILEY276,1 21984

Page 9

Quality Formula Weight
éé) C7H1602 132
38 C11H2202 186
38 .C7H1602 132

Scan 430 (4.043‘m12;309 db0778_lib.d (Subtracted) (SCQLEDS

10,9, \‘\“d .
8,04 (/ ()
~ .
M
& 6,0 \)\ V\
o ]
X
o
- 40
E /43
2,0 8 121
z . B8R 10 AN
0,0 |||.I e Ll |..|u.|... NI 5\. |, . . .
' 20 30 40 50. 60 70 80 30 100 110 - 120 130 140 150 160 170
: L% 4 : - . s
10,0, Entry #13998, Butanﬁﬁyg,3fdimethox3¥2—meth51- (from NISTOBa,l1> (SCALED>
8,0
B
§ 6.0
o
ke
T 40 f Y
. .
$ 2o e N BN 101 112 e am
0,04 L AR (TR R POt .. R S I ]
20 30 40 60 60 70 80 90 100 110 120 130 140 150 160 17¢
Entry #47255, Octanal, 7-methoxy-3,7-dimethyl- (from NIST08a.l> (SCALED>
10,04 . 73
8,0
3
s 6.0
) .
T 40 . , '
U
G R.09 41 32 5 q
2 27 N\ A P Vo /% X 11 21 37 15 171972
0,04 \l-| s |.|||.| . -.Ill.l.. - |-|--| | N PIT PRI P « . --/’ /1 iy 4 3\-.. \?\
- 20 30 40 50 60 70 80 30 100 110 120 130 140 150 160 170
: . nlz . .
10.0 Entry #21984, Butane, 2,3—dim%fho;9-2-methyl— (CAS> $% ETHANE, 1,2-DIMETHOXY-1,1,2-TRIMETHY
.
8,0
A
¢ 6,0
O *
3 4
o
o 40
. X "
o 200 L .
2 45\ 9\ 95\ 101\ '117\
0,0 . | v | .. l. g . — e
20 30 490 50 60 70 80 20 100 110 120 130 - 140 150 160 170
: 'z - : :
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Data File$ /chem/HP13760,i/14febi8a Jo/db0778_lib,d Page 10

e —

Date : 19-FEB-2014 04387

Client ID$ H2ei1

Sample Infoi H20113736571331303SAMPLE} s}
Volume Injected <ul) : 1,0

Instrument: HF19760,1

Operator: ceb05247

Column phase; J&W DB-5MS Column diameter: ¢,18
Library Search Compound Matoh CAS Number Library Entry Quality Formula Weight
2-.-Hethgv1—E—bf‘omo—z-butano_l 2588~77-4 NiSTOBa,1 33655 C5H11Br0 166
Butanamide (CAS) $% n-Butyramide $% Buty 541-35-5 WILEY275,1 3635 C4HONO 87
2-Hexanone, 3-hydroxy-3,5-dimethyl-. (CAS 6321-14-8 WILEY275,1 341099 C8H1602 144
10.0 gca 491 (4,399 min) of db0778_lib.d (Subtracted (SCALED>
. 8,04
~
m .
s 6.0
X 3
~
= 40 e
r .
§ 2.0 S 6 :
2 =7 ) | | . C 87.\ 151\*53
0,0/ . [N 0 [ 1 _— . ) . L1
30 40 50 60 70 80 . 920 . 100 110 120 130 140 150
: . nez = ;
10.0 Entry # 36595} 2-Het.hgl-3-br‘oino—2—_butanol (from NIST0Ba,l1) (SCﬁL_ED), )
8,0 o '
$ 6.01 \/
-
Z 4.0 J J
r~ .
£ 3 /o ;( 151,
2.0 :
32 e /s AN NIRRT )
0,01 : - |.I. RTeRT | Il. [ . .:'.I.
: T30 . 40 B0 60 70 80 - 20 100 110 120 130 140 180
- - - n’'z - : .
10.0 - Entry #3635, But%g‘a/qlqle (CASY $% n-Butyramide $% Butyramide $$ m-Butylamide $$ Butanimidic
+
8,0 - '
4
5 . N
& 6.0
g -
X .
~
¥ e X
P .
£ C 27 [
é Ztol / 2\ 86\ o
o.o.l.lr 'l | : | 1 || ||./e ! .
‘ 30 40 50 - 60 70 80 y 90 . 100 116 12¢ 130 140 . 150
. . . v m’z . . B
» "Entry #31099, 2-Hexanone, 3-hydroxy~3,5-dimethyl- (CAS> (from WILEY275,1) (SCALED)
-10,0 go~7 o - . S '
{
8,0 .
~~
™ : )
s 6,04 -
g
X !
e P X
g 2,0 o1
z . I | /69 ) BJ\ /1 /111
0,04 : _ | i ] L I : .
30 40 80 60 70 - 80 20 . 100 110 120 130 . . 149 L)
n/z . : i
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Data File: /chem/HP19760,1/14feblBa . b/db0778_lib.d

Date t 19-FEB-2014 04167

Client ID: H2011

Sample Info$ H20113736571331303SAMPLE? 33
Volume Injeoted (ulL>$ 1,0

Instrument: HP19760,i

Operator: ceb0¢b247

Page 11 -

Column phaset J&W DB-EMS Column diameteri 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
" 0-CHLOROPHENOL-D4 0-00-0 WILEY275,1 18902 91 C6HD4C10 132 .
6-Chloro—2-heptene $$% 2-Heptene, é-chlor 92633-28-6 WILEY275,1 21955 83 C7H13C1 132
(E)=-3-chloro-2-methyl-2-pentenal % 2-Pe 31367-76-3 WILEY275,1 21735 78 C6H9C10 132
Scan 727 (5,774 min) of db0778_lib.d (Subtracted) (SCALED)
10,0 ' . 132~
8,0
~ 6
™
s 6,0 9\
¥
o 4
g /6
2.0 40 5 75 .
§ 2.0 A N\ EN e N =N s e
0,0 TN T e e 1 1 | T T TR N L I S
40 . 45 50 55 1] 65 70 75 - 8¢ 85 20 95 100 105 110 115 120 126 130° 135
. . __h'z - .
Entry #18902, 0-CHLOROPHENOL-D4 (i WILEY275.1) (SCALED>
10,01 ntry # ’ rom k{z/ 132
N1
™
5 6.0 ™\ / )
X
~
~ 4,0
n /‘36
2.0 7 04
5 i ™N | /
0,0 1| I [ || 1 11
40 45 60 85 60.. 6B 70 75 80 - B% 2 95 100 105 110 116 120 126 130 136
Entry #21955, 6-Chloro-2-heptene $¢ 2-Heptene, 6-chloro-, (E>- (CAS) (from WILEY275.1> (SCA
10,0 ) 32
8,0
~
™
$ 6.0
o
X
A4
~ 4.0
[]
€
5 2.0
z
0.0/ 0 I,
40 45 50 58 60 - 70 75 g0 65 .20 95 100 1056 110 1185 120 128 130 1395
mlz .
Ent| #21735, (E>-3-chl ~2-methyl-2- ¢ 1 8¢ 2-Pent 1, 3~chl —-2-methyl-, (E>- (fro
16,0 ntry chloro-2-methy pentena entena chloro-2-methyl-, r 132~
8.0 -
~
™
s 6,0
]
R
o 4o /97
17
g 2,904 /.
z
0,0 I.I. 1,
40 45 60 B85 60 66 70 75 80 B5. 90 95 100 105 110 - 115 120 125 130 1385
; n'z
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Data File: /chem/HP19760,1/14feblBa,b/db0778_1ib,d
Date : 19-FEB-2014 04357

Client ID{ H2011

Sample Infoi H201137366571331303SAMPLES S

Yolume Injected CuL)>{ 1,0

Instrumenty HP19760,i

Operatori ceb05247

Page 12

e e

Column phase: J&l4 DB-BMS Column diameter: 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
Deocane 124-18-5 NIST05a, 1 18485 95 C10H22 142
Decane (CAS> $¢ n-Decane %% Isodecane $¢ 124-18-5 WILEY275,1 30007 95 C10H22 142
DECANE 0=-00-0 WILEY276,1 30102 21 Ci0H22 142
Scan 753 ¢5,926 min) of db0778_lib.d (Subtracted> (SCALED)
10,04 627 - . | .
/43
8,04
A
'{,’ 6,0/ '
. 71
¥ AN .
~ 5
g 2.0 . | | /72 ‘ 99\ /113 f‘42
0,0 : 1, |-| 1, LT .l_,n Nl 1 1
30 40 - 50 60 . 70 80 ’ ‘20 100 120 130 140
: : n'z
10,0 4 3/' Entry #18485, Decane (from NISTOBa,1> (SCALED)
ﬁ?
8,0 _ ;.
”~ /
™ . .
S 6.0 -,
R 29
T 40 / [EN
[ /85
g 2,0 55\ 8
+01 14
‘ | l | N I S 1 e 2\4{4 :
o,0d_ 111, .||, ) T L A T Il T | ] il Ll 7. [
30 40 B0 60 70 80 " 90 100 120 130 140
: . : _m’z :
16.0 Entrg 3&9007, Decane (CAS) $% n-Decane %% Isodecane $$ n—C10H22 #$ UN 2247 (from WILEY278,1
’ J A7
8,0
A .
'y
< e.o{
d
x .
4.0* ; 71
- 27
i/ b ;
2,90 8
g2 ‘ “\ | 9 12, 13 ge2
0.0 . — | il Ll 2\.| I
30 40 50 60 70 80 20 100 120 130 140 -
. L mez .
10,0 ,_\43 _E_nsfarg #30102, DECANE <from WILEY275,1) (SCALED)
B.OW
()
§ 6.0
g 71\
L 4.0 5
i, 4 |
6 2.0 ; 4
z 99\ . 112\ /113 2\
o.oJ . — | I ] | | 1l l )
30 40 50 60 70 80 20 100 1 120 120 140

N’z
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Data File: /chem/HP19760,1i/14feblBa,b/db0778_lib,d Page 13
Date : 19-FEB-2014 04357
Client ID: H2011 Instruments HP19760,i
Sample Infot H20113736571331303SAMPLES S}
Volume Injected <ulL>$ 1,0 Operator$ ceb0b247
Column phase:_ J&d DB-5MS Column diameter 0,18
Library Search Compound Match CAS Number Library * Entry Quality Formula Weight
Oxirane, ethenyl- 930-22-3 NIST¢6a,1 626 7 C4HeO 70
Oxirane, ethenyl- (CAS) ¢$ 1-Butene, 3.4 o 930-22-3 WILEY275,1 1168 7 C4Ho0 70
1,3-dithiethare 0-00-0 WILEY275,1 4477 ] C2H482 92
Scan 776 €6.,060 mind of db0778_lib.d (Subtracted) (SCALED> :
10,04 [~~92
8.0 \(/\(\ Q '\}\\@
~ .
™ -
2 60 N
v § .
T 4,0 2
g 4 AN
3
2,0 | 58 N .
z . . /84 4,84
0,0 I || ||||||I | || . 1 | )
15 20 25 30 35 50 65 60 69 75 80 85 20 95 - 100 105
X Nz ‘ . )
10.0 Entsg}bzs, Oxirane, ethengl- (Fr-om. NISToBa.l) (SCALED>
8.0
3
s 6.0
3
o 4o
% 69\ .
2,0
2 © 15\ /19 29\ 5 5 7
1
0,04 . 0 1. . . lll i’-\llujsu\l. |./ o
15 20 36 6O 66 60 66 70 76 80 86 9 . 96 100 106
10.0 Entry #1168, Ox'irane,sggengl- (CAS> “ 1-Butene, 3,4-epoxy- $% OXIRANE, VINYL- ¢4 Butadien
8,04°
3 ,
¢ 2
& 6.0 Va X
R
40
[3
2 , 27 N
§ 29 8 4 Vao 4 N
0,04 | | | ! l ! 9\| N i . | | - .
' 15 20 25 30 35 40 45 50 5? 60 65 72 75 80 85 90 95 100 103
mlz T .
16.04 - Entry #4477, 1,3-dithiethane (from WILEY275,1) (SCALED) 0"
8,04
-~
™
s 6.0
d
4 4
. 4,04
N 5 6 N 7
1,
g 2,0/ e AN
i | | 1
0,04
15 20 25 30 35 40 49 50 5 60 68 70 75 B8O 85 2 - 95 100 105
Nz : - .
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Data File: /chem/HP19760. 1/14febifa o/db0778_1ib.d

Date 3 19-FEB-2014 041567
Client ID3 H2011
Sample Info: H20143:736571331303SAMPLE:S

Volume Injected Cul>: 1,0

Instrument: HP19760,i

Operatort ceb05247

Page 14

Column phases J&W DB~G5MS Column diametert 0,18
Library Search Compound Matoh CAS Number Likrary Entry Quality Formula Weight
Propanoic acid, 2-ohloro-, methyl ester 17639-93-2 NIST0Ba,l 9448 @ C4H?C102 122
SEC-BROMOBUTANE-1.,1,1,2,3,3-D6 $¢ 1,1,1, 53966-37-3  WILEY273,1 23974 32 C4H3DEBr 142
Propanoic acid, 2-chloro-, methyl ester, 77287-29-7 NISTOBa,l 9453 23 C4H7C102 122
) Soan 858 (6,638 min) of db0?78_lib.d (Subtracted) (SCALED> - .
10,04 M 146"
8.0 \Xx(\\b\/\“\w T
]
S 6.0 /°
o
x
T 4,04 N /%
g so ) 52 o ) 126\
5 4 ' ' 91, .
2 & : & | | | \ 10 | Az 50
o,oJ .......'.Ih.l.nlr.u“ I..ln.'.u'lu....l -...:|.|...- ||.. NN || .I.' ’ . AN
20 30 40 50 &0 70 . 80 20 100 110 120. 130. © 140 150
. Entl #9448, P noi i 2-ohl - thyl t CF NISTOBa,1> (SCALED)
10,0, ntry » Propanoic aoml(\-eao loro=, methyl ester (from a,
8,04
e
s 6.0
d
< 27
o 4.0 /
§ 2.0 AN SN 82
2, 5 |
z 79\ | /3 12
0,04 ol . '.-IIIII.. eeeatalen .r..l.l-ll.. IIII ' T . -.:|.|.. 2\. i —_—
20 30. 40 60 60 70 . 80 90 ' 100 110 120 130 - 140 160
. : ne'z
10' ° - - Entry #23974, SEC-BROHOBUTANE-B%},L2,3,3-136_ 4% 1,41,1,2,3,3-HEXADEUTERO-2-BROMOBUTANE {from
"
”~
5]
§ 6.0 5(
o
X
4,0 4
z e
£ /33
§ 20 | s EENZES
0.0l Jl II . ||. 1|| I i . \ /
- 20 30 40 ‘B0 80 7 - 80 90 100 110 120’ 130 140 150
nlz .
o Entry #9453, Propanoic'acidé}—chloro—, methyl ester, (R)~ (from NISTOS5a,1> (SCALED)
10,04 /27 (3
8,0
™
S 6.0
2 5
- 4.0 /1 97\
p . 4
3 .
§ 2,0 N l
z 79\ /93 12
O.OJ [ F ..l ’Ilrl- .--..;nl.- ........II..||||. T . -..I.I.. 2\|.
20 30 40 50 60 70 80 20 100 110 120 130 140 150 '
N’z . .
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Target compound,

do not report.

ajs00193 03/01/2014

Page 1%

Data Fil es /chem/HP19760,1/14febiBa, b/db0778_lib,.d
Date § 19-FEB-2014 04367
Client ID; H2041% Instrumentsy HP19760.1 ,
Sample Info! H201437365713513035AMPLES 3 i
Volume Injected (uL>: 1,0 Operatori ceb05247
Column phasei J&W DB-5MS Column diameters ¢.18
Library Search Compound Matoch CAS Number Library Entry Quality. Formula Height
Cyclohexanemethanol, 4-methyl-, trans- 3937-49-3 NISTOBa.l 12248 89 C8H160 128
Cyclohexanemethanol, 4-methyl-, trans— ¢ 3937-49-3 HILEY275.1 - 19674 89 C8H1ie0 128
Cycloheptanemethanol 4448-76-3 NISTOBa,l 12097 83 CB8H160 128
10,0, Soaq;ggi_, {6,730 min) of db0778_lib.d (Subtracted) (S\?QLED)
8,0
~
7
™
& 6.0 '/9
g 4,0 -- N =\
i /41 )
1% 176,478
E 2,9 l /‘1‘ 4\
0,0 1h ‘n” la [ ll s! | I
20 30 40 80 - B8O 90 160 119 120, 130 - 140 150 160 170
_ nez
10.0 Entry »12§g§, Cyolohexanemethancl, 4-methyl-, trans- (from NISTOGa.l) (SCALED?
G J
£ 6o , y M
3 /
Y 4,0 LN v/
- *
41
[ AN 81
: 27 6 AN
15 2.0 AN AN "
: 1 ) N
0,04 A1 .l: I‘ ol ll! o i L b 5N
20 30 40 B0 60 7 90 . 100 110 420 130 140 160 160 170
n'z ‘ -
10.6 Entry #19674, Cyalob{)g%metha‘nol,. 4-methyl-, trans- (CAS) $$¢ TRANS-1-METHRNOL-4-METHYLCYCL
. ' ) ) .
8,0
~
[x]
& 6.9
d -
< 7
= 4,0 ot el
£ 27
£ 2,0 / ‘% B N N 10
; | e
0.0 | His il | il i ‘ : :
20 30 40 B0 T 80 70 80 9:/ 100 110 120" 13¢ 140 150 160 170
z .
10.96- ggﬁ,ra 612097, Cycloheptanemethancl (from NIST05a,1)- (SCALED?
8,0 /
~ .
% 6,04 7
P +
¥ J /7
4 .
- 40 41\ ’
T 67
£ 2,0 27 \ 95\
(=} +
z ) - I ] /Aio
0,0 .|||.| . .I: il Ll it “ b .. “ i ;
20 30 40 5¢ 6% 7o 80 ’ 100 110 120 130 149 15¢ 160 170
. . n'z - :

i
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‘Data Filet Zchem/HP19760,1/14febi8a,b /db0778 lib,d
Date ¢ 19-FEB-2014 04357
Client ID3 H2011
" Sample Infoi H201137365713311303SAMPLES S}
Volume Injected Cul>: 1,0
Column phase$ J&W DB-BMS

Page 16

Instrument; HP19760.i

Operatort ccb0B5247
Column diameter! 0,18

Library Search Compound Matoh CAS Number Librér‘s Entry Quality Formula Weight
Cyclopentasiloxane, decamethyl- T B41-02-6 NISTOBa,1 461016 20 C1i0H300B8i5 370
Cyclopentasiloxane, decamethul- (CAS) $¢ 541-~02-6 WILEY278.1 224486 20 C10H3005518 370
1,3-BISCTRIMETHYLSILYLOXY)>~2-TRIMETHYLST 0=00-0 WILEY276,1 266288 38 C24HBANDBSIE 573
Scan 1008 (7,412 min) of ok0778_lib.d (Subtracted) (SCALED )
10,0 737 \ ‘e E
8.0 \ '
5 ,ﬂ (O )
$ 6,04
*
¥ 4,0
- J _ ) 267 3
g 2.0 74 125, 154 17 AR 2 L 323 8
i Y . R
0.04_ ] I i . : .‘ . 9’\. it it : 7\.ﬁ7 1 P : ' ﬁ_’
40 60 86 400 120 140 160 180 200 220 240 260 280 300 320 340 360
’ Entry #161016, Cuclopentasiloxane, decamethyl- (from NIST0Ga.l) (SCALED)
10,04 737 . .
8.0
:'; 6.0
o PV
B 261 N
.
[
£ 2.0
2 N 133, 1 19 207 N 281 32
.(.),0 . ‘r..L. L II :/87 C e e s e 54\». s B e 3\m ke e P T | ‘{/ . 3\| te
40 60 20 100 120 446 160 180 200 220 240 260 280 300 320 340
s .. " n/z i . -
‘0 0' Ent;;)221486," Cyclopentasiloxane, decamethyl- (CAS) $% Dimethylsiloxane pentamer $$ DECAME
8,0
[}
S 6.0 26?\ 5\
- R
X
o
~ 4.oJ
: ?
<
2,0
z " o 07 323
0,04 . 1 L i, . . ) v . e alh [N W M
40 60 g0 160 120 140 4160 180 200 220 240 260 2080 300 32007 340 360
. . . - "oz - - . .
10 o Ent;yzseea&, 1,3-BIS{TRIMETHYLSILYLOXY)~2-TRIMETHYLSILYLAMINO-3-13 , 4’ <BIS(TRIMETHYLSILYL
404
‘8,0
~
g 6,0 38!
*
§ & B -
~
¥ 4.0]
g 94,
g 2.9 1N N 291
z 1?9\ 93 19 26?\ AN 8
0,0 I.- | |ﬁ l' . . L i -’fA f 1] . o h : ' \
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; nez .
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Data Files /chem/HP19760,1/14¢eb18a,b/db0776_1ib,d Page 17
Date § 49-FEB-2014 04157 '

Client ID; H2011 : Instrument; HP19760,1 "

Sample Info: H20113736571331303SAHPLES 33 o

Volume Injected CuL>$ 1,0 . ! Operatori ceb06247

Col t;lmn phase: J&W DB-5MS . . Column. diametert 0,18

Library Search Compound Match CAS Number Library Entry Quality Formula Weight
4,7-Hethano-1H-indene, 3a,4,7,7a-tetrahy 77-73-6- NISTOBa,l 13656 . @ C10H12 132
2-Phenylbicyclol2,2,1]hepta-2,5~-diene +% 74437739-1 WILEY278,1 " 83973 38 C13H12 168
5-exo~Vinyl-B~endo-narbornencl 37166-64-1 NISTO!Sa. 1 16932 T a7, C9H120 136

Scan 1082 (7,843 m.n) of db0778_1ib,d (Subtracted) (SCRLED) 1..6 5

10,04 - (0
8,01 /“ (/V\ ﬂw
™
§ 6,01 u
ko) .
o
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- ) 40 50 60 70 80 9°E.|L 100 110 120 130 140 150 160 170
. z ] ) ) . . ,
Entry #13656, 4,7-Methano-iH-indene,-3a,4,?,7a-tetrahydro~ (from NISTOGa,1) (SCALED)
10,6, e : . .
8,04 . . . Co . ,
b 6’01 .
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< .
4,01 B _ X
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2,0 39 o
$ 27 / . Ay /103 117\ BN /134
0,0 L. . .nl!.... el |.||.. N T TP SO bt T I
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"Entry #53973, 2-Phenylb, lol2,2,1)hepta-2,5-diene $$ Bicyclol2.2,1]hepta-2,5~diene, 2-phe
16,0, - Y nylbioyelol2,2,1hepta-2, E-dien Y 2.23herta=2 5-diene, 2-p o
8,0 .
”~ r(l
[N
L 6.04
«
X
= 401 ' 02 -
i s
é 2,0 /91
ool - - 3 ] ] , B
30 - 40 50 60 70 . 80 90 100 1190 120 130 140, 150
: . - n'z : S .
Entry #15932, B5-exo-Vinyl-S-endo-norbkornenol (from NIST0Sa.l> (SCALED)
10,0, Y e Yli=9 ?
8,0 .
g X
o
1§ 6.0
u L]
~
= 4,0
5
g 27 39 f .
2,0 79 3
2 1/ 7/ I I e Ve LN s 136\ /137
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Data File: /chem/HP19760,1i/14febl8a,b /db0778_lib,d

Date 1 19-FEB-2014 04157

Client ID; H2011 Instrumenti HP19760,1

Sample Infoi H201137365713:130:SAMPLES S}

Yolume Injected CuL>$ 1,0 l:lper-atorx ceb05247

Page 18

Column phase$ J&W DB-5MS Column diameteri 0,18
Likrary Search Compound Matoh CAS Number Library Entry Quality Formula Weight
2,6~Dichloro-4-fluorophenol 392-71-2 NISTOBa,1 43383 CeH3C12F0 180
4-chloro-1H-indazole-3-carboxaldehyde $% 102733-86-3 WILEY275.1 63969 25 CBHBCIN20 180
9H-Purine, 9-methyl-6-(methylthio)- (CAS 1427-75-9 WILEY275,1 63936 14 . ‘C7HSM4S 180
. Soan 1138 ¢8,170 min) of - db0779 lib,d (Subtraoted) (SCALED)
10,07 180
81 Q\y\) .
3 \)\‘(\\ W
~
™ .
& 6,0
9
~
4,0
-
91: 34
g 2.0 1 N /1
5 ] LN e I ‘ ‘ 8L o 5
0,0 1M .Ih.nll- N || V1 Iul Al R “I . ,.|. [ P IR
30 - 40 5¢ ' &¢ 70 99 : 100 110 13¢ 140 150 160 170 180
10,0 Entry ﬂ43383 2,6~Dichloro-~4- Fluorophenol (from NISTOBa,1> (SCALED> 180’;_
8.0 9)\ v Q i /
. c\ ‘
s 6.0 (
o .
11
g SQ{ ™
4,0
Fl AN
2,0 ) 46
E J //Gi 4 //53 73\\ X] //419 //1 5
0,04 .. .. 1 n-hln.?\}lhllﬂlhlhlulhl.lh-n 0 h.“..lerﬁ.... NETI ”I. s e s ..L. [ - |$i
30 40 , 50 ‘60 70 80 20 100 110 120 130 140 150 - 160 170° 180
= NeZ i
Entry #63969, 4-chloro-1H-indazole-3-carboxaldehyde $$% 1H-Indazole-3-carboxaldehyde, 4-chlo -
10,01 1807
8,04
i
$ 6.0 )(
R3]
¥ 4o
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-t //6 152\\
£ 12
12 2° "™\ o4
0.0l . 1 _ A HIN
30 40 50 60 70 80 20 '10/0 1160 120 130 140 150 160 470 180
n/z
16.0- Entry #63936, 9H-Purine, 9-methyl-6-(methylthio)- (CAS)> % 9-Heth51—6—methglthxopurine 44D 180
[
8,0
5 X
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© 07
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o %04
g 30\\ //134
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2 | 20 I UL N 82
0.0 — | . i ! . It | | Al s 1 |I
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Data Files /chem/HP19760,i/14febiBa, b /db0778_1ib,d Page 19
Date 3 19-FEB-2014 04:57

Client ID$ H2011 . Instrumentt HP19760,1

Sample Info: H201131736571331303SAMPLES S}

Volume Injeoted (uL>$ 1,0 Operator: ceb05247
Column phaset J&W DB-GMS Column diametery ©.18
Library Search Compound Match CAS Mumber Likrary . Entry Quality Formula Weight
3~Butenenitrile, 3-ohloro- 21031-46-9 . NISTOBa,l 3933 @ C4H4C1N 101
2~Norbornen-5-ol, formate 1000142-78-9 NIST0%a, 1 16733 49 CBH1002 138
Bioyclo(2,2.1)hept-2-ene, S-propyl- 22094-80-0 NISTOBa,l 15271 49 C10H16 136
10.0. Scan 1144 (8,205 mind of db0778_lib,d (Subtracted) (SCALE;\)) 165~
6 0 N
8.0 / \LY\ I
A \r\ .
™
g 6.0 Of
g 104 5
o 4.0 AN 2
£ 2o 2N : N
18 2+°1 /40 | I | /108 /131
0.0 lia.. |||II| -.Ill U L., " || Jo s . 1
20 30 40 50 60 7‘0 80 /90 100 110, 120 130 140 150 160 |
% 4 - . :
10.0 Entry #3933, 3- ut%nemtn le, 3-chloro- (From NISTOBa.l) (SCALED)
.
8,90 ) ’
% . /39 b )(
% 40 . 108
L] 37\ 6
s - l| 3\
8 o4
0,04 |||-‘- .1 || [ ||l- iaa V I||| T 9\ o ||/l . — .,
20 60 70. 80 90 100 - 110 120 130 140 160 160 170
10.0 Entry. #16733, Z;E%rgbornen-s-ol, formate (Frc:n NIST¢5a,1> (SCALED)
8,0
@
s 6.0
3] .
S . .
o 40 )(
(]
€ 2.0 '
o 2 1 13
2 N\ M SN i /P N
ool . .. Ly virs il i, L. L L .
20 30 40 50 .60 70 80 - /90 100 110 . 120 430 140 150 160 170
. m/z : .
10,0 ‘Entra H15271,.Bicgc10£2662 +1lhept~-2-ene, 5—prop31- {from NISTOSa,1> (SCQLED)
0.
~ : .
™
s 6,01 ‘ )( _ )/
d
3 .
o 404
E 2,0 39 79 !
$ A 3 / /91 10 15 186 37
o.oJ TR 11 ../J TN 1 | PO 10 PSRN FTOO ?\ /1 |/1 .
20 30 40 50 60 70 80 90 100 110 120' 130 140 150 160 170 .
n'z .
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Data Files /chem/HP19760,1i/14feblBa.b/db0?778 lib.d
Date $ 19-FEB-2014 04357
Client ID: H2011 : Instrument; HP19760,1

Sample Infot H2011:736571331303SAMPLES::

Yolume Injeoted <(uL>$ 1,0 Operatori ceb05247

Page 20 -

nez

Column phaset J&W DB-5MS Column diameter: ©¢,18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
4,5-BROMDACETYLBENZOCYCLOBUTENE $4 Bicyc 63606-25~2 WILEY276,1 109601 C10H2Br0 224
Cyclopentane, 1,i~dichloro- (CAS) $% 4,1 21029-06-2 WILEY275.1 25856 43 C5H8C12 138
Bioyclo[2,2,11hept-2-ene (CAS)> $$ Norbor 498-66~8  WILEY275,1 4872 32 C7H10 94
Scan 1294 (9,079 min) of dbo778_lib.d (Subtracted)> (SCALED)
10,04 66, 211
209\
.
8,0 . L 0\}‘3
~ V\
[w]
S 6.0 %\(\\
b 73 19;
b W 7 2\ X
n
. 29
5 2.0 ( l Ve P ﬁg
0.0l l || || "I | . |I|| | Ll I |
: 20 20 49 50 90 100 110 - 120 130 140 150 180 170 180 190 200 210 220
i ne'z
1(; o Entr‘u #109601, 4, 5—BROHOQCETYLBENZUCYCLOBUTENE 4$ Bicyclol(4.2,0locta-1,3,5,7-tetraene, 3-br ' 209
8.0 !
3
s 6.0
o
R
o 4.0
=
5_ 2.0 H
' 6.0 . —_— . | . ih.
) 20 30 40 50 ' 60 ?0.' 80 90 1060 110 120 430 140 150 160 170 180 190 200 ‘210 1220
16 o Entry #25856, Cgclog\etane, 1,1-dichloro- (cns> 41 ,1-Dichlorocyclopentane (from WILEY276.
.
8.0
» 1
$ 6.0 Ve " )(
3 RN
- 4o ’
[] : ~
£ 2,0
2 7] _ 7 :
0,04 .. " . . ||' 1 ’ ||||| II
. 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 240 220
' 2 n’z
1.'0 ° -Entry #4872, Biggé/Lo[Z;Z.i]hept-z-eno (CAS) $% Norbornene $% Norcamphene $% Norfenchene $4
. .
8,0 : . .
~ {
im .
$ 6,09
— 4.0 :
E 2,0 44 27 ? 2
z /1 / o /51 9\ 4\ /95
ooll 1 0 Wl ]
‘20 30 ‘40 B 60 70 80 90 100 110 420 130 140 150 160 170 480 490 200 210 220
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Data File; /chem/HP13760,i/1i4febiBa, b /db0778 lib,d

Date : 19-FEP-2014 04157

Page 21

Client ID: H2011 Instruments HP19760,1
Sample Infoi H2011:;736671331303SAMPLES S
Volume Injected (ulL>: 1,0 Operatori cebk(b247
Column phase$ J&W DB-BMS Column diameter: 0,18
Library Search Compound Match CAS Number Libkrary Entry Quality Formula Weight
Sulfur monoohloride 10025-67-9 NISTOBa,l 14872 @ cl2s2 134
2,4,6-TRICHLOROPHENOL-D2 0-00-0 WILEY275,.1 79827 46 . CeHD2Cl30 198
Sulfur chloride (S2C12> (CAS> $% Chlorsc 10025-67-2 HWILEY275,1 23509, 38 c1z2s2 134
Scan 1396 (9,668 mind of dbO778_lib.d (Subtracted> (SCALED?
10,0 29 (\ o, 198~
8,0 \(/V\\\N bl‘bd}u
B N LA
§ & 136 (95 wﬂ\
~ 6
0 ~ s 4
_ 4 A 3 : 16
64
§ 2.0 } & e so ﬁ N\ L
0.0 TN ||-I.I. nll l;l'; hl"ll. Hsfiih ..t Bt l ) ..luh. Lo 4 { i1 ‘.[.. [N | | [y
40 50 (1] 70 8¢ 20 100 .'110‘/!_ 120 130 140. 150 160 17¢ 180 190 200
. R _ ) . N -
10,0, Entry #14872, Sul?wxego;!oohl‘oride {from NISTOGaS.l) (SCQLED?
8,04 134\
£ oo X
P=3 e 4 E
2 ~ |
4,0
- 32
e ol |
S 2,0{]. ks
|_ l /139
0,04 1..11 AL i I ET P : -l. - .
40 B0 60 7¢ 80 20 100 116 120 130 140 180 160 170 180 190 200
= ONE Y o . .
CHLOROPHENCL~D2 (from WILEY275,1> (SCALED> -
10,0 (T Al el : : 1987
8,0 / 134\
§ 6o | / v/
% ] /64 ' 4 )(
o
9
¥ 4.0 Ve 162\
g 2 0]
2 A0
o.oj i | l L l ] l . L
40 50 . 60 70 80 30 100 110(‘ 120 130 . 140 150 160 - 170 - 180 190 200
ez . .
16.0 Entry #23502, Sulfur chloride (S2C12) (CAS) $% Chlorschuefel $¢ Chlorosulfane $¢ Sulfur chl
401
8,04 13
5 ™ {
™
& 8.0
¥
~
o 409
g 2.0 /433
z
0,04 shi l
20 160 110 120 130 140 15¢ 160 i7¢ 180 190 200
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File
Operator
:Acquired . :
Instrument
Sample Name:
Misc Info :
Vial Number:

/chem/HP19760 1/14feb19a b/db0843 llb d
ceb05247 .
20-FEB-2014 02:39

HP19760.1

H2021;7365717;1;0; SAMPLE;

14049WAD; WL13166,,1051 1000 0;db0832; 13166
14

5.6-
o
sa
5.0
e
s
y

Y (x1076}
: N
[2:3
i

MS HP ChemStation

-
0 -
c
5
‘9
£
<]
€
o
=
L
T 9
g o =
o < ;
< @ ! . o
¥ ? 4 o <
g ] 8 g
g § 5 5 o
N - < 2 =
€ © a s o
o < 1 - 2
a ) c S © o~
¢ 5 § & 5 g
! a L] T L £ T
-
Y | o 2
S [
a el
- =] R
o ) g
s = . I
< - : [
[+
o .
.2 )
] .
3
= .
v .
o~ R - }
4 S - 6 7 8 9 10 11 12 13 : 14 15 16 17 18 19 20 21 22

Time (Min)
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Data File: /chem/HP19760.i/14febl9a. b/db0843 lib.d Page 1
Report Date: 01-Mar-2014 20:36 ' _

Lancaster Labs

Daté‘file : /chem/HP19760.i/14febl%a.b/db0843 1lib.d

Lab Smp Id: 7365717 Client Smp ID: H2021

Inj Date : 20-FEB-2014 02:39 .

Operator : ceb05247 Inst ID: HP19760.1i

Smp Info : H2021;7365717;1;0;SAMPLE;;;

Misc¢ Info : 14049WAD;WL13166;;1051;1000;0;db0832;13166;

Comment : Max. number of TICs to report is 50, 15 TICs were found initially.
Method : /chem/HP19760.1i/14febl9a. b/8270_WVA_lib.m _

Meth Date : 01-Mar-2014 20:28 ajs00193  Quant. Type. ISTD

Cal Date : 11-FEB-2014 17:36 Cal File: db0387.d
Als bottle: 14 ~

Dil Factor: 1.00000 _

Integrator: Falcon Compound Sublist:. house_1ib-376.sub
Target Version: 3.50 S

Processing Host: d26cs01

Concentration Formula: Amt * DF * Uf * Vt/(Vo) * CpndVariable

Name Value ' DesCription
DF 1.00000 Dilution Factor
Uf 1.00000 ng unit correction factor .
vt 1000.00000 Volume of final extract (uL)
Vo 1051.00000 Volume of sample extracted {mL)
Cpnd Variable Local Compound Variable
ISTD RT AREA AMOUNT
* 21 1,4-Dichlorobenzernie-d4 6.124 10983059 - 10.000
* 48 Naphthalene-ds ' 8.077 1677517 -10.000
* 83 Acenaphthene-dio 10.880 ~ 1474884 10.000
CONCENTRATIONS QUANT
RT AREA ON-COL({ng/ul} FINAL{ ug/L}. QUAL LIBRARY LIB ENTRY CPND #
Methane, bromodichloro- CAS #: 75-27-4

1.747 120326 1.10081688 1.04739 S0 NIST05a.1 31323 21
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‘\cyclonexanemethanQIij}”methy

Data File: /chem/HP19760. 1/14feb19a b/db0843 lib.d
01-Mar-2014 20:36

Report Date:

CONCENTRATIONS
RT AREA ON-COL{ng/ulj}

1-Butene, 2-chloro-3-methyl-

1.892 164546 1.50536674 1.43231
1,1-Dimethyl-3-chloropropancl
3.297 20460805 187.188377 178.10502
Butane, 2,3-dichloro-2-methyl-
3.524 - 1902846 17.4084353 16.56368
‘2-Butanol, .1,4-dichloro- .
3.781 231622 2.11902680 ' 2.01620
Butane, 2,3-dimethoxy-2-methyl-
4.043 314597 2.87813015 2.73846
0-CHLOROPHENOL-D4 _
5.774 . 940476 8.60406510 8.18655
Decane
" 5.926 176076 1.61085577 1.53268

Propanoic acid, 2-chloro-, methyl ester .
11.56698

'6.538 1328821 12.1568965

11307 %—':‘;95_,3},_2‘4_9&. 07743315957,

Cyclopentasiloxane,'decamethyl- (CAS) $$
7.412 83408 0.495721342 0.47308

4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy

©7.843 - 452926 2.69957954 2.568986
2,6-Dichloro-4-~fluorophenol .
8.170 679185 4.04875113 -3.85228
" 3-Butenenitrile, 3-chloro-
8.205 756841 4.51166899 4.29273
Sulfur monochloride
) 3.52342

9.668 546168 3.70312410

Qc Flag Légend

FIﬁAL{ ug/L}

-eﬂotaéyzarw;—r—s¢w.A-,,_Ar‘_u

Page 2

QUANT
QUAL LIBRARY  LIB ENTRY CPND #
CAS #: 17773-64-7
93 NISTO05a.1 4733 21 (ML}
CAS #: 1985-88-2
83 NISTO05a.l 9464 21
CAS #: 507-45-9
30 NISTO0Sa.l 17537 21
‘CAS #:-2419-74-1
8 nNisToSa.l 18643 21(L)
CAS #: 74421-00-4
33 - -NISTOSa.l 13998 21
CAS #: 0-00-0
94 . WILEY275.1 18902 21
CAS #: 124-18-5
94 'NISTOSa.l 18485 21
CAS #: 17639-93-9 °
38"  NISTOSa.l 9448 21

: Target compound.
SATLAWTTHAEHEENT2D Do not report.
ajs00193 03/01/2014

CAS #: 541-02-6

- 83 WILEY275.1 221485 48
CAS #: 77-72-6
27 NISTOSa.1 13656 48{L)
cAsS #: 392-71-2
.s¢  NI8STOSa.l 43383 48
CAS #: 21031-46-9
50 . NISTOSa.l 3933 a8
CAS #: 10025-67-9
14872 83 (L)

38 NISTOSa.l1

M- - Compound response manually integrated.
L - Operator selected an alternate,lib:ary‘search match.
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Data File: /chem/HP19760,1i/i4febi%a,b/db0B43_1ib,d . . . ) Page 3
Date $ 20-FEB-2014 02139 ) N

Client ID: H2021 . Instruments HP19760,1

Sample Infoi H2021373667173430:SAMPLESSS

Volume Injected <ulL>i 1,0 -Operator: oeb05247
Column phase: J&W DB-5MS . Column diametert ¢,18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
Methane, bromodichloro- 76-27-4 NISTOBa, !l 31323 96 . CKBrC12 162
Methane, bromodichloro- (CAS)> $% Bromodi 75-27-4 WILEY275.1 46494 a3 CHBrCl12 162
Trichloromethane 67-66-3: NISTOBa,.l1 8712 78 CHC13 118
10.0 Scan 36 ¢1.747 min) of db0843_lib.d (Subtracted) (SCALED)>
8,04 .7 '
a -
? 6o d
3
0
7
g 2,0 ‘ /4 " 129\ ”
| ‘h e Ve
0,04 . . : Fhbdd o oy e v
- 20 30 40 50 6 - 70 80 n'z 90 100 110 120 130 140 150 160
Entry #31323, Methane, bmmgg}chlbro- {from NISTOBa,l) <(SCALED)
10,0 8 :
8,0 : ' ( / '
~
]
L 6.0
3
4,04
g : an
1§ 2.0 127 A2
3 3/ ‘ ~ Ve 11 N 163 466
0,0 '.{1 ’ . A!...' l.! ldlu.} ne 4\... .L'.t . v 3\\1\
20 .30 40 8o 60 70 80 90 100 110 120 430 140 460 160
10.0 Entry #46494, Methane, bromodichloro-. (CAS) $% Bromodichloromethane 43 Bromodiochoromethane
+ . v, B3~ . )
8,04
5 \
$ 6.0
o
3
= Mﬂ
47 29 ) .
g 2.0 ‘\/Ae I =
‘ I 164\
0.0 1 I' - l nm . L . : L.
20 30 40 50 60 . 70 80 . 90 100 110 120 13¢ 140 160 160 "
. . m/z .
10.0 Entr‘g #8712, Tkichloromet%({-‘rm NISTOBa.1> (SCALED).
8,0
~
™
& 6.0
X
A4
401
g 47\ ‘
2 2.1 3 3 s 70 118\" )
o.oJ /1 h.. . lhl ﬁ / ithil [T . :
20 30 40 50 [ 70 80 , % 100 110 120 130 - 140 150 160
: (.7 4

Target 3'5'e51gnatufe ‘user. IDZQa1 
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Data File: /chem/HP19760,i/14febl%a,.b /db0843_lib,d
Date : 20-FEB-2014 02:32
Client ID3 H2021

‘Sample Infoi H20213736571731303SAMPLESSS

Instrument} HP19760.1

Volume Injeoted (uL)$ 1,0 Operatort ceb06247

Page 4

24
. T4 4

Column phase: Jel DB-BMS Column diameteri 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
1-Butene, 2-chloro-3~methyl=- 17773-64-7 HNISTOBa,l 4733 CSHIC) 104
2-Butene, 2-chleoro-3-methyl- 12773-65-8 NISToBa,l 4720 76 C5HOC1 104
1-Butene, 2-(chloromethyl)— 23010-02-8  NI1STOBa,1 4719 68 CBHoC1 104
10,04 Scan 61 (1,892 min) Qf db0843,1§b.d%btr‘acted) {SCALED>
AL
8,01
~
™ 74 -
3 600 B / 10
5 4 o
2 - N
é‘ 2,0 9\\ 6 v 85\ ‘ f.os
. . 8
0,0l ' ‘l| NIInEr l AR 1l BN ll l ‘ |
T 24 28 32 3% 40 44 . 48 62 56 60 ng 68 72 76 80 84 88 92 96 100, 104 108
Entry #4733, 1-Butene, 2-chloro~3-methylz (from NIST0Ba,1> (SCALED)
10,0 " - o RS :
1 8.04 ‘ ‘/ ‘ .
B / | / e
o 601
¥ Vit /7 N /
4,0
= e ‘ J
5 2.0f 3 BN 4 7% { ' '
. LN l VRN ‘ TQ?
o0l A Lla. . :,II’ T .!ll!){o".:tll.ltll.:o.l!co-. b .:.‘: . PR LR
T 24 28 32 36 40 44 48 652 Bé 60 ﬁ 68 72 76 8¢ 84 88 92 86 100 104 108
10,0 En;uiﬁﬂzo, 2-Butene, Z-chloro-&mthsl-g;mm NISTOBa,13 (SCALED)
8.0
o
? 6,0 10
% . /33 4\
o 4.0 27 Lo\ e
. / 5t fos
§ 29 N 63 l /75 . ,
o0l 11l .Illz!-‘l; zligc[,: IR0 I W B L O N .||
24 28 32 36 40 44 48 .74 86 60 ?4 68 72 76 BO 84 a8 92 96 400 104 108
’ ! Bt g
Entry #4719, i-Butene, 2~{(chloromethyl)~ (from NIST0Sa,l> (SCALEM
10,0 ] R 44
8.0l
) 5
S 6.0 I /°
% /2? 10
T 4.0 N
E . ' °
§-.2.0 51: 78 /8 06
b il sl sl o |
o.orl_l.._' .|||.. } HI:‘: RN | fia, b ||
28 32 36 40 44 48 B2 86 60 64 68 72 76 ©0 84 88 92 96 100 104 108
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Data Files /chem/HP19760,i/14febi%a,b/ob0Bd3 lib,d - Page 5
Date : 20-FEB-2014 02339 ’ ) |

Client ID$ H2021 V Instrument: HP197260,1

Sample Info: H20213736571734303SAMPLESS S

Volume Injected <uL3i 1,0 -Operatort oeb0b247
Column phase: J&l DB-BMS Column dyiameterx 0.18
Library-Search Compound Match CAS Number Library Entry | Quality Formula Weight _
1,1~Dimethyl -3-chloropropanol 1986-88-2  NISTOBa.l 9464 CBML1C10 122
fcetamide (CAS) $% Ethanamide $$% Acetic 80-35-5 = WILEY27B.1 595 42 . CZHBNO 59
2-Butanone, 3-hydroxy-3-methyl- (CAS)> $% 116-22-0 WILEY275,1 7624 ‘40 : CBH1002 102
10.0- Soan 302 (3,297 min> nfdeﬁig_th.d (Subtracted) (SCQ!TED) ‘.
8,04
~
3] .
& 6,04
% 3
17 4.0 *
107
g 2.1 l =N N ; ) N
72 .9 | 11
0,0 —_— . .l;rvi ..... (IS P I I..l.....l-!Z/./‘.H<.‘f_ 7\‘2\. TN .IK'
15 20 - 25 30 35 40 45 50 %5 60 6 70 75 8¢ . .85 20 95- " 100 105 110
10,04 Entrg'_#gm, 1,1—Dineth31—3-§gl}ropr*opanol {from NIST0Ga.l1l? (SCALED_)_ )
8,01 43\ :
(2
$ 6,04 \/ ’ ’ /
$ / /
‘X’ . .
4,04 .
C) A ‘ N
s 2.91 ‘ A8 | e Pt 81 ~ |
L]
0,0 I‘I "sn [ RN :l.. \- . ‘//9 ,'I
16 20 25 30 3B . 40 48 80 BE . 60 €5 720 78 8. 86 '90 . 95 100 105 110
10,0 Entry #5923, Acetamide (CAS)> $$ Euaana'niq; 4% Acetic acid amide $¢ Methanecarboxamide $% Ace
* - N N
7 A4 '
8,0 /* )(
~ 4 - .
™
$ "6.01 3\
b s
x
Y 4,04
- 8 '
E 200 .
2 SN l A0
0,0J [N 3 i - X .
15 20 25 3¢ 35 40 48 BO B5 60 .65 70 7% - 8¢ 8% 20 95 100 108 110
10,0 Entry #7524, 2-Butancne., 3—hgdroxg-3—m%hg},— ({CAS) $% 3—Hydroxy-3-methyl-2-butanone (CAS) %
8,0
fed .
% .
& 6.0
]
3 a1 /(
__g 4,04 / 43\
£ 2,0 _ ) 74
g2 o/ Vel Aoz
0,0/ i [N P L 1 . i ! .
15 20 25 30 35 40 45 50 B85 60 65 70 75 80. g8 -1 a5 100 105 ° 110
mn'z -
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Data File: /chem/HP13760,1/14febiSa,b/db0843 1ib.d Page 6

Date $ 20-FEB-2014 02332
Client ID$ H2021 ’ Instrument: HP19760.1

Sample Infoi H2021373667173130:SAMPLE:

Volume Injected (uL>$ 1,0 Operatort ceb(b247

Column phaset J&M DB-GMS : Column diametery ¢.18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
Butane, 2,3-dichloro-2-methyl- ’ 507-45-9 HISTOBa, 1 17637 CBH10C12 140
Butane, 2,3-dichlor‘o-2—neth31- (CAS) %% 8507-45-2 WILEY275.1 27339 %0 CBH10C12 140
Propane, 2-chloro-2-nitro- (CAS) $% 2-Ch §94-71-8 WILEYZ2785,1 16060 33 C3HeC1NO2 123
: Scan 341 (3,524 min> of 843_lib,d (Subtracted) (SCALED)
1°°°T : 7739 S
8,04
~
C 6o 1
% . /4 .
T 40 N
3 i
g 2,9 /* l N N
z o 1 10 12 29 .
0.0 . ; Il..‘.nl-ln". ,..'.l.u.a.u.....,l. 1/9 C l:’/l 5\. /4 — !
o 30 40 50 6% 70 3 20 100 110 120 130 140 ‘
R § "'z
10.0 Entry #17637, Butane, 2,3—d1m10Q$%—methgl— {from NISTOBa,l1> {(SCALED)
8.0 / :
~ .
™M, / /
1% 6.0 N J/ y
K /
7 4.0 : : . /
2 Vi N o5
2,9 2 B8 .
é' I . | 3\ /5 l ) 89\ 97\ /L /125 qQo
o.0d_1il., FmRng ..ni.l".. .nl.x.:.i.‘.., N I . . .1‘!. AT .
30 4 = . BO (] 70 . 8O % 100 110 4 120 130 140
10.0+ © Entry #27332%, Butane, 2,3—61chloro—2—ﬁeth5k§$ﬁ$) had 2,3-Dichloro-2-methylbutane % Amylen
8,0 -
:'; .
§ 6,94
9
R Zen -
— 49 : ~
A 5 10
i 2,0 . :
2= : SN SN o Ve ™~ o7 EN
0,0 ) . . l* l l . l [ i l { 1
. 30 490 50 R -1 - 70 Mao 90 100 110 120 130 - ‘440
. : : 'z
10,0 Entry #160507, Propane, 2—ch1oro—2—mtro;?£§ﬁs> 4% 2-Chloro-2-nitropropane (from WILEY275.1>
8,0
~
M
S 6.0 \K
¥
— 401
g .
g 2.0 Vol Pac
0,01 | I,l 1is bl .
30 40 B0 60 70 (go 20 100 110 120 130 "140
it ne'z
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Data File: /chem/HP19769,i/14febl%a, b /db0843_lib,d Page 7
Date 3 20-FEB-2014 02139 '
Client ID3 H2021 Instrumentt HP19760,1 .
Sample Infot H2021373667173130:SAMPLES 33
Volume.ln,jecte.d ubdt 1,0 Operator: ceb05247
Column ‘phaset J&W DB-5MS Column diameter: 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
2-Butanol, 1,4-dichloro- . B 2419-74-1 NISTOBa,l 18643 : C4H8Cl120 142
Chlorodimethylethylsilane 6917-76-6 HIST¢Sa,l 9416 . 33 C4H11Clsi 122
1,3-~Dioxolane, 2-(chloromethyl>- 2568—30-1 NISTOBa,1 "9444 10 C4H7C102 122
10,0 Scan 385 (3,781 min> of‘?db 843_lib.d (Subtracted> (SCRLED) : ’\>
N N
8.0 v ' 93\' (/V\O
~ N - .
m
g & A3
® ' 5 :
¥ 4,0 _ . /% : ,
L)
- 10
5 2,0 ’ 7\ 09
z . /?7 . . I /‘l'
0,0 . .||.|.|:-|-|_...I.||...-. ol ;
. ) 20 30 40 50 60 - 70 8o . 96 ~100. 110 120 430 . 140
. nez. . . . N :
10,0 Entry #18643, 2-Butanol, 1,4-dichloro- (from NI TOEsa.l) (SCALED> .
* . .
( ' ’
8,0
~
; 6.0
] S 6. .
. 29 -
3 ' / 0
40 X
m _43\ . B .
E 2,01 . . AN N ' .
A l | N 106 . A2 141
0,0d 1 . ..||.|. STTRR T ) RN FTVSTTN PO .....nll:l.. VIV ] PV A . N
20 30 40° ' B0 60 70 80 90 100 - 110 120 130 140
nez : - _
16,0 Entry #9416, Chlorodimethylethylsilane (from NI TO%&.I) ¢SCALED>
+ . .
8,0 N
~
I
& 6.01
w . .
: 4,04 5\ .79\
- .
£ 3 7 7
| .
2,04 4 /6 X /e
2 ' /27 3\ | | I | I | . 122\ /125
0,04 vl 'y ..I.llll.. ..l.l-llrlli il -.I.|.||! Il N weers L 1] ! I | .
20 30. 40 60 60 70 , 80 90 120 . 130 140
. [ z 3 '
10.0 Entry #9444, 1, 3-D10xolane, 2-(och or;‘?:nethul)- (from NIST05a 1> (SCALED>
KB
8,0
~
™
$ 6,0
¥ 4
| Y 5\ ,
? 27 i
| / i J
‘ g 2.0 57\
z 2 8 /92 121\ 23
' 0,04 ||I|.| || . .| | .1/6 P B P 6\ 1.o 1 ./.
20 30 60 70 80 . 90 100 110 120 130 140
: NIz
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Data Files /cHem/HPi??GO.i/i4€eb19a.b/db0843;l ib,d Page 8
Date ¢ 20-FEB-2014 02:39
Client ID: H2021 Instrument: HP197690.1
Sample Infoi H20213736671731303SAMPLES S
Volume Injected CuLd: 1,0 ' Operators: oeb0B247 )
Column phase: J&W DB-5MS Column diameteri ¢,18
: . . e |
Library Search Compound Matoh CAS Number Library Entry Quality Formula Weight
Butane, 2,3-dimethoxy-2-methyl- 74421-00-4  NISTOBa,1 13998 @ C7H1602 132
Butane, 2;_3-d1methox9-2—neth91- (CAS) % 74'4_21-00—4 WILEY275.1 212984 39 C7H1602 132
Detanal, 7-methoxy-3,7-dimethyl- 3643-30-7 NISTo0Ba, 1 47266 36 CiiH2202 186
10,0 Scan 430 (4,043 nu\) of’ db0843 lib,d (Subtracted) (SCALED) N
8,04 \Lv\sw
~ .
™
s 6.0
¥
Fo
o 4.0 v/
3 A2
5 20 | % - 89\ 108 121 A3
0,0 . — Il. . I.- . L I--.l. . . oy . v - '|.- ) , .
20 .3 so 70 .80 9o . 100 110 120 130 140 150 160- . 170
10,0 — Ent.r-g #13998, Butlanef%3-di_methpx9'—?—mef.hg1- (from NISTOBa,1> (SCALED>
8,04 t)
~
™ .
3 ool /W
o '
X - .
&
o~ 4 X
5 2.0 3 : '
§ /29 /4 59\ . 85\ 101\ 117\ } /.18 /_31
0.0 sl .;l.l.l.. TP R I I - N , .l N S - ] ] ]
’ 20 ' 30 40' 50 . '60, ) 70 80 90 100 11¢ 120 ) 130 140 150 160 179,
. "z . _
10.0 Entry #21984, Butane, 2, 3—d1met ;g—z—methyl— CCAS) $$ ETHANE, 1, 2-DIHETHOXY-1 1 2-TRIMETHY 5
-
8,0 B
~ h
M ‘
$ 6.0 - /V\
%
|2 4,0
n
£ 2.0
2 “ 4 AN N EEEN TENg
0,0 —_ ) |_|.|. I h - | 1., 1
T 20 30 40 - 50 60 70 80 - 90 ~ 100 119 . 120 130 140 150 160 © 170
- : m/zZ
16,0 Entry #47286, Octanal, 7-me§hox3—3 7-d1methul- (From NISTOSa.l) ‘(SCALED)
.
8.0
™ V.
b 6.01
b}
~ . i
o 409
1
é 2,94 - 41\ /43 ﬁ5 /31 /95 21 171
AN ) /- 11 37 15 72
0,01 RN Ll ] v caleadle i e, /1 /L /1 3\ \1|\
2 3 40 B0 € - 70 80 So 430 1o Do Do 140 1% 1o Do
. . ) L Mz . .
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Data File: /chem/HP19760,1i/14febi%a,b/db0843_lib,d

Date 3 20-FEB-2014 02339

Client ID: H2021

Sample Infot H202137365717:4303SAMPLES S
Volume Injected (ul>3 1,0

Instrumenti HP19760,1

Operatori oeb05247

Page 2

Column phasei J&W DB-5MS Column diameter: 0,18
Library Search Compound Match CAS Number Libkrary Entry Quality Formula Weight
0-CHLOROPHENOL-D4 0-00~0 WILEY276,1 18902 94 C6HD4C10 132
6-Chloro-2-heptene $% 2-Heptene, 6-chlor 92639-28-6 MWILEY273,1 21985 83 C7H13C1 132
(E>~3-chloro-2-methyl~2-pentenal $% 2-Pe 31357-76-3 WILEY275,1 21735 78 CeHIClO 132
S 727 {5,774 min> of db0843_lik.d <(Subt tedd (SCALED) i
10,0 can . min? o . ubtracted> E 32
8,0 )
A~ 8
™
L 6,0 /~ :
¥
~
o 40 .
/
g 96\
2,0 0 5 6 78 . 10
oy A N N / EN I EaCaN A8
0.0 III....-I-I-'-I-.-:--||I|V|.l-.l||||l.. e N N I III.
40 - 45 50 55 60 65 70 75 80 f? 20 95 100 105 110 115 4120 4125 130 135
: : : - m/z . - . : .
R Entry #18902, O-CHLOROPHENOL-D4 (from WILEYZ275,1> (SCALED>
10,04 ' 132
8,0
A 68\ .
™
6.0 N \)
o N :
2 :
- 40
] /96
E 2,0 B\ 1ot i
0,04 | | [ ' | l 1 L
40 45 60 55 60 65 70 75 80 85 20 96 100 106 110 . 116 120 125 130 136
p ) . \ nlz ; i ; .
Entry #21988, é6-Chloro-2-heptene $% 2-Heptene, 6-chloro—, <E)- (CAS)> (from WILEY279,1> (SCA
10,904 . ™32
8,01 -
G
$ 6.0;
o
X
~
= 4,04
[]
£ 2,0
+04
2
; |
9,07 . . - , : v : ‘ v v v ' :
40 45 50 55 60 s 70 75 80 8? a0 96 100 105 110 - 118 120 125 130 135
_m/z .
10.0 Entry #21735, (E>-3-chloro-2-methyl-2-pentenal $$ 2-Pentenal, 3-chloro-2-methyl-, (B>~ (fro 13 2/
8,04
~ .
m )
$ 6.0 ¢
¥
- 4.9 /97
17
.g 2,01 /.
z.
6,0/ - . | .1 [N
40 45 80 69 60 8 70 75 80 83 920 95 100 106 110 115 120 126 130 139%
) m/z .

-Digitally signed:
Target3 2gign:
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Data File: /chem/HP19760,i/14febl1%a,b/db0843 lib,.d

Date § 20-FEB-2014 02339

Client 1Dt H2021 Instrumentt HP19760.1i

Sample Infoi H20213736671731303SAMPLE?

Volume Injected CuLd3 1,0 Dperator: ceb0B247

Column phaset J&W DB-5MS Column diameter: 0,18

Libr-ar'g Search Compound Match CAS Number Library Entry
Decane 124-18-5 NISTOBa,l 18486
Decane (CAS) $$ n-Decane $$% Isodecane $4 124-18-5 WILEY27S,.1- 30004
DECANE 0-00-0 WILEY276.1 30102

Page 10

Quality Formula Weight

94 Ci0H22 - 142
94 C10H22 142
91 C10H22 142

Sg;n/753 (6,926 min) of db0843_1lib.d (Subtracted) (SCALED)

10,0, .
. /43
8.0 .
~
S 6.0
+04 74
3 4
Y 4.0] Vaid
£ . N
2,0
: L N t°
0,0 . [N RN 14 1 llh ' | ' Al _ |
- 30 40 50 60 70 ‘80 20 100 120 13¢ . 140
: _ : m/z .
10,04 . 43'/,_ *Entry #18486, Decane (from NISTOSa.1> (SCALED)
’ ﬁ?
8.0
-
Py
% 6.0
. 29 e
Y 4,0 / ™
l'—', 5
5 .
2,0 . 5\ 8 14
E | : l || Nl st Az z\qu
o0l I, L N L T ..ll,.. A 1 i z 1N
-30° - 40 50 60 70 80 . 90 100 120 130 140
- - ez
1'. 0.0 Entr;z'#},ooott, Decane (CAS) 4% n-Decane $$ Isodecane $$ n-C10H22 $$ UN 2247 (from WILEY278.1
. . /57
8,0
~ . -
m
$ 6.0
d .
5 1 ' .
4,0 74
N PR - : AN
z / Ve
° 8:
é. . ‘ . 4\| 99\ 112\ /.113 ‘142
0,0 - L ] : Il | 11 1l | .
30 40 80 60 70 ‘80 90 106 - 120 130 140
m/z
10,0- ~43 _E_r'lﬁt;g #30102, DECANE (from WILEY279,1> (SCALED> /
8,04
A -
Mmoo
S 6.0 :
)+ I : . 71\
.g_ -_1.0 /95
2.0] ’ 14
g 2901 o\ 112\\//113 _ N
0,0 : . — | | | . 1 1l |.'
S 30 40 50 60 70 80" 20 100 120 130 140
i m’; :
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Data File: /chem/HP19760,1/14fabi%,b/ch0843_1ib,d

Date { 20-FEB-2014 02:32
Client ID3 H2021
Sample Infoi H20213736671731303SAMPLES 3

Volume Injected (ul>: 1,0

.

. Instrumenty HP19760,1

Operator: ceb05247

0,18

Page 11

‘Column phase; J&W DB-BMS Column diametert
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
Propanoic acid, 2-chloro-, methyl ester 17639-93-9 NISTOBa,l ‘9448 C4H7C102 122
SEC-BROMOBUTANE-1,1,4,2,3,3-Dé $% 1,1,1, 83966-37-3 WILEY275,1 23974 32 C4H3DGBr 142
Ethane, 1,1-dichloro- 76-34-3 NIST0Ba, 1 2948 25 C2H4C12 98
10.0- Scan 8568 (6.838 min) of db0843_lib.d (Subtracted) (SCRLE;J) w 146~
“\me
5 N
$ 6,0
i 9
2 .
T 4.0 /P N
n
26
5 2,0 50\ 110\ /1,17 /1
0,0 skl ol ||| [T -|||-....| TP AT ll A Y . niin
: 20 30 40 50 60 70 110 . 120 130 140 150
. . . IYZ B ‘ .
Entry #9448, Propanoio’ aold\g-chloro-, methyl ester (from NISTO5a,1> (SCALED>
10,904 3
8,04 r
”~
Q
° 60 o )
g . X
- 4'0 / *
] 43\ 5 97\
5 2,0 s . ™~ .,,\ /93 122\ ‘
0,0d...1. ol ||.I.. ......|.|...-....|.||..!lll . P |..;|.|.. . el
20 30 40 50 60 70 80 20 100 | 110 120 - 130 140 150
10.0 Entry #23974, SEC-BROMOBUTANE-1,4.1.,2,3,3-Dé $% 1,1,1,2,3,3-HEXADEUTERO-2-BROMOBUTANE (from
8,0
~
™
2 6.0 >(
o
R
4,0 4 5(
""f .
€ 33
§ 2° 4 { e 114 /113
0,0 —— I I | | I | . | | | | . \. ) :
20 30 40 50 60 70 80 %0 100 110 120 130 ‘140 1%5¢
- B n’z L . . .
10,9, Entry #2948, Est'zl}pe, 1,1-dichloro~ (from NIST0S5a.l> (SCﬂLED)
8.0 : )(
~
3]
16 6491
g | \ X
? 4,0 //27 E »
' x
g &° 5 37 /'47 70 / 99\ 02
0,0 /. H I./ TN allhl, / ||. N . ) : .
20 30 40 50 60 70 80 90 100 110 120 130 140 1%0
nez . .
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F

.Ta'rget compound, do not report. ajs00193 03/01/2014

Data File /chem/HPi??GO.1/14Feb19&.5/_dh0343_1 ib,d Page 12
Date 3 20-FEB-2014 02:39
Client ID3 H2021 Instrument: HP19760,i
Sample Infoi H20213736671731303SAMPLES:
Volume Injected (uL): 1,0 Operator? ceb0b247
Column phaset J&W DB-GMS Column diameteri 0,18
Library Search Compound Matoh CAS Number Library Entry Quality Formula Weight
Cyclohexanemethanol, 4-methyl-, trans- 3937-49-3 NISTOBa, 1 12246 @ C8H160 128
Cyclohaxanemethanol , - 4-methyl-, trans- ¢ 3937-49-3 . WILEY27%.1 19674 64 C8Hie0 128
Cyclohexanemethanol , ‘4-methyl-, cis- 3937-48-2 NISTO5a,1 12240 56 C8H160 128
10.0 Sc Bgi (6,730 min) of db0843_lib.d (Subtracted> (SCALED)
3.01
I
g ©° 81 <
2 N
- 4,0 /41
3
10 17
é 2,0 .- ” \ /1 6\4{8
0,0 _ 1 ||” | 1N [l ] I | ll I I
' 20 20 40 50 60 .70 80 90 100 110 120 130 ' 140 150 160 170
) . .. ﬂ/z .
Entry #12246, Cyolohexanemethanol, 4-methyl-, trans- (from NISTOSa,1)> (SCALED>
10,0 55 : .
8.0 M n/\
e b
s 6.0
3 97
- 4.0} ) 41 AN
0 : AN 81 !
. 27 6 AN
2,0 AN N "
0.0 ARA! .l-, [, ..l ||| . I-' , il A . _
20 30 40 50 60 70 80 9% . 100 110 120 130 140 . 160 160 170
. .o m/_z " B
10 -0 -7 Entry #19674, Cyclol exasnemethanol, ‘4-methyl=, trans- (CAS)> $$ TRANS-1-METHANOL-4-METHYLCYCL
* " :
8,94
~
M.
$ 6.0
L)
R
4,0 /97
g @ BN, @
0,0J ., | | Iy ||| | II 1 |
20 30 40 50 60 ‘70 80 20 100 116 12¢ 130 140 . 1850 . 180 - 170
- . m/z -
Entry ﬁ1252'59, Cyclohexarieméthanol, 4-methyl-, cis- (from NISTOSa,1> (SCALED>
19,0 5 T o
8,04 -
.
38
$ 6.0
¥
Y 4,0 a1 6 7
—g 27\ \ 9\ 81: 2
g a° I I | l I A0
o0l . ﬁl ||| A || , | ] | .
20 20 40 50 60 70 80 20 100 110 420 130 140 150 160 470
nez : : i
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Data File: /chem/HP19760,1/14febl9a,b/db0843_lib,d ' Page 13
Date 3 20-FEB-2014 02339 ‘

Client ID: H2021 . Instrument: HP197690,1i

Sample Info3 H202137365671731303SANPLES S} '

Volume Injected Culd: 1.0 _ Operator: ceb05247
Column phase: Jal DB-BMS Column diameter ©,18
Library Search Compound Hatoh CAS Nuﬁber Library Entry Quality Formula  Weight
Cyclopentasiloxane, decamethyl- (CAS} $¢% 541-02-6 WILEYZ276,1 - 221485 83 C10H3006Si5 370
Cyclopentasiloxane, decamethyl- 541-02-6 NIST0Ba,1 161016 - 78 C10H30065i8 370
Benzoic acid, 2-[(trimethylsilylloxyl-, . 3789-86-3 NISTOBa,l - 112910 ’ 38 C13H22038i2 282
. . - B ) [y
(7. ib, o d) (SCALI
10,0 73~ Scan 1008 (7,412 min) of db0843_lib.d (Subtracte: . S .EIJ)
8.0 o ' ‘
S
$ 6.0 CD\‘
S .
R .
4,04 . -
¢ 26 S
= N : N
E 201 /7 17 A% 23 | 32 7]
16 : *
0,0 1 ] ! 4\ - 9\. 1" . /2 N 8 : 3\ . i,
40 60 80 100 120° 140 160 wég 200 220 240 260 280 300 320 340 360
10,0 Ent;yZZMBE,.l;yolopentaslloxane, decamethyl- (CAS) ¢ Dimethylsiloxane pentamer $% DECAME.
+ ¥ K
8,04
" N
< 6,0 .
g ] 262
i N :
4,0 . .
- o 355\
2,0 74 ”
5 / ‘ /193 /223 323\, *7
I A - A G N T T T
: 40 60 80 100 '120 140 160 1% 200 220‘ 240 260 280 © 300 © 320 340 360 o
Entry #161016, Cyclopentasiloxane, decamethyl- (from NISTOSa.1) (SCALED)
io.ow 73 .
8,04
5 .
$ 6.0
3
T a0 N LN
7 .
|8 &° 4B\ 15 19 207 24\ 204 323
7 13 8.
0,04, A b S 3\. . 4\. o n e 3.\-.-, .../ ot e M _alll / . e
40 60 80 : 400 120 140 160 190/ 200 220 240 260 280 300 320
- Nz . .
'10 o Ent;;/&uz?io, Benzoic acid, 2-[(trimethylsilyldoxyl-, trimethylasilyl ester (from HISTOGa,l
8.0
]
s 6.0
X
~ 267
4,0
3 N N
2,0 13
2 Yie ™ A9 LN N 269
0,04 _a |l b soaboan .".u ..|| PRI ! b [T [ ] — . h - -
40 60 8¢ . 100 120 140 160 180/ 200 220 2490 260 280 300 320 340 360
n/z
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Data Filei /chem/HP19760,1/14feb1%a.b/cb0843_lib,.d

‘Date t 20-FEB-2014 02339

Client ID;{ H2021
Sample Infoi H20213736571751303SAMPLES 3

Volume Injeoted (uLl: 1,0

Instrumentt HP19760,1

Operatori ceb05247

Page 14

jure 3

Column phaset J&W DB-BMS Column diameter: ¢.18
Library Search Compoand Match CAS Number Library Entry Quality Formula Weight
4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy 77-73-6 NISTOBa,l 13656 27 C10H12 132
Z-Phenalblcgc10[2.2.1Jhepta-2,5-diene £ 1) 74437-392-1 WILEY275,1 53973 38 Ci3H12 168
endo-4-0xatricyclol8,2,1,0(2,6) ldeo~8-en : 1528-23-0 NISTOBa,l1 15974 30 C9H120 136
16.6- Scan 1082 (7.843 min) ‘of dk0843_lib.d (Subtraoted) (SCALED) 165~
8,0 /66
£ 60
o O . o1
3 uwn A~
e 404
g a.o. o N | 7% -. BN | )( N )( a3 )
' 0,0 - Live 0 ||-|- |l|l I !.-l.”ll'l Tl e v sl Ilv 1oty . -Il'c [ III:
30 40 50 80 70 .BO 90 m 100 - 110 120 130 149 160 160 170
10,6 Entry. #13686, 4,7-M 'thaﬁnd-iH-indene, 3a,4,7;7a~tetrahydro- (from NISTOBa.1> (SCALED)
. ’ - :
X
”~
Fel .
L 6.0
3
A N
2.0 Vs 13
. /27 /51 /77 /31 o3 117\ 34
’ [ 4] I.". ‘|||| atbvrennsy oy .I.II‘. .‘.|II|:;.......I.. L “‘,{1 sehls .‘||‘|||./. " , v .
L 30 40 50 &0 70 80 20 QQ 100 110 120 130 140 150 169 170
o Entry #53973," 2~Pherylbjioyclol2,2,11hepta~2,5-dieng $% Bioyclol2,2,1lhepta~2,5~diene, 2-phe -
10,0 : 6 ‘ : 168w
8,0 >(
[
5 6.0
o
4,04
—é * /102
< 1
g 2.0 Ve )
%.0 . . . - — l v . . _— -
30 40 50 160 70 80 230 . 100 110 120 130 140 150 . 160 170
) 2 X
’ Entry #15974, endozd4-Oxatricyclol5.2.1,0(2,6)]dec-B-ene (from NISTOSa.l) (SCALED)
10.% ™66 j .
8,0 X
L] 600
3.
. 4.0
g . /39
§ 2.9 27 79 1 13
8 J | | AL Vs Y 05 “~ 37
0,0 .|I|. 1l Irln .:Iu.- 1l ||||. 1l .||.. , 1 K
30 40 50 60 70 80 20 100 110 120 130 140 150 - 160 170
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Data File: /chem/HP19760,1/14Feb19a,b/db0843_11b,d
Dste § 20-FEB-2014 02139

Client ID3 H2021

Sample Info3 H20213736571731303SAMPLESSS

Volume Injected CuL>$ 1,0

Instrument: HP19760 o

Operators ceb065247

Page 15

Column phase: J&W DB-GMS Column diametery 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
2,6-Dich 10ro-4-¥‘ luorophenol 392-71-2 NISToBa,l 43383 20 C6H3C12F0 18¢
2,2-Dichloro-6-methyl-1-oxa—-2~silacyclo- 67608-54-2 HNISTO5a,l © 43296 7 CSHEC120Si 180
2,2-Dichloro-é-methyl-1-oxa-2~silaoyclo- 67608-64-2 MWILEY275,1 - 63693 27 CBH6C120Si 180
10.0- ] Soan 1138 (8,170 min) o?'db0343_lib.d (Subtraoted) (SCALED) 180/'
81
8.0 ) : N
A .
n ~
8 6,04
11
g ., , “~ _
- 91: RSN
' 1 AN 34 :
g 2,0 B /o ' s /151 /160
0,0 i | A”lullll I I||| . || [N .' || il II u|||- . ||| T ||-| - I'-I. [N [ . ) !
30 40 50 60 70 80 90 100 110 20 130 140 150 160 170 180
10,0 Entry $#43383, 2,6-Di'chllor-o--t-f-‘luorophenol (from NISTO05a,l> (SCALED) 180,
S \ 05% \
? 6o Y kv
s 6.
3 6 Vet SN
o 40 144\
2,04 46 :
S : /31 4 /% 7’-\ 3 A1 ' A 5
o.oJ .. .I.rl . 3\. Ve bt e alln. .. I|/3 T ||| el el .l v J
30 40 80 69 70 80 90 100 110 120 130 140. 150 160 & 170 180
Iz
10,0 Entru #43296, 2, 2-D!chloro—ﬁ-methgl—i—oxa-z—silacyclo-3 B-hexadiene (from N!STosa.l) C(SCALE 180 a
8,0
~"
™
% 6,04 , 144\ ) ,
Y 4,0
—g * /92
3
2,0 :
£ . . /4 || /1 47 ) | 8%
0.0 . l . . . . 1 " . . [N
30~ 40 L1 - 70 80 90 - 4100 110 120 130 140 150 160 170 . 180
n'z . :
10.0 Entry #6369%3, 2 Z—Dxchloro—ﬁ-methgl-i—oxa-z-nlacyclo-?' 5-hexadlane (from NILEYZ?S 1> (SCAL 180~
8,04
”~
g 6.0 14
3 ™
__g 4,04 /92
3
2.0 :
g 2 ya ” il | o5 | -
0,0 | : | e . - 1} . . I
30 40 . BO 60 70 - 80 90 . 100 110 120 130 140 150 160 170 180
nex .
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Data Files /chem/HP19?60.i/14Feb19a.b/dbOB43_ilb.d
Date ¢ 20-FEB-2014 02139

Client Il';t H2021

Sample Info: H202137365717:1303SAHPLES S}

‘Volume Injected <ul>t 1,0
Column phase: J&M DB-5MS

Instrumentt HP19760,1

Operatort ceb05247

Column diameter: 0,18

Page 16

Library Search Compound Match CAS Number Library Entry Quality Formula Weight
3-Butenen_itrile, 3—chloro- 21031-46~9 HNIST0Ba,l . 3933 i50 > C4H4CIN 101
Bicyclol2.2,11hept-2-ene, B-propyl- 22094-80-0 NISTOBa,l 185271 Ci0H16 13¢
bioyclol2,2,11hepta-6-en-2-one 0-00-0 WILEY276,1 9177 49 C7H80 108
1-0.0' Scan 1144/(686.205 min) of db03.43_1ib4.d (Subtra.oted) (SCALED> 165~
Wil e e
™
$ 6.0 “
3
01
4.0 Ve
E . 129\ .
2.0 4 76
z \ /40 /6 I / 94\ | /.11 /136 0
0,0 .. Lot b ol ||-.. 1R E I VY R ||..|:... . o _ ARITIN
3¢ 40 50 60 70 80 20 100 110 120 130 140 150 1160 170
10,0 h Fntr‘g #3?33k:éznuteneniti"i-.le_, 3=-ohloro- (from NIST0Ba,1) (SCRLEM
8,0
8 p
< e.o{
¥ /3 8
¥ 4,0 : 101
] 37\. .
5 2,0 ” EaN
8 04
’ o.oJ alb o 1 ” [ TP |||| T 9\ - .I/l ] . :
T30 40 50 [=14] 70 80 20 100 110 120 130 140 160 160 170
§ . S . . n’'z
Entry ‘#15271, Biguclo[2.2.1lhept-2-ene, S-propyl- (from NISTOBa,l>. ¢SCALED>
10,0 - e -e ‘
8,0
E; .
$ 6.0
1
X /
% ol | X
]
£ 2,0 ’ .
2= i Vais . B3 /7 /'91 107 136\
. 15 37
o0l oo il -./3 vt ol . \ /. I/l
30 40 56 60 72 . 80 20 100 110 120 130 . 140 150 160 170
- - . noz i )
10.6+ Entry ﬂ91767€,/hlcgclo[2.2.1Jhepta—5—en-2—one (from HI_LEY275.1) -(SCALED>
8,04 .
. ~
2]
e X
- 4.01
2 10
£ 2 0l 9\
2 - P [N |
0,04 S — i - il I.I- '
30 40 50 ) 70 80 20 j 100 110 120 430 140 150 160 170
mz
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Data File: /chem/HP19760,1i/14febi%a,b/db0B843 _lib,d Page 17
Date 3 20-FEB-2014 02139 ' ,

Client ID: ‘12021 ) Instruments HP19760.i

Sample . Infoy H202137366747:13Q3SAMPLE 3}

VYolume Injected {uld>s 1.0 . Operator? oceb0b247
Column phase$ J&d DB-BMS : Column diametert 0,18
Librarig Search Compound Matoh CAS Number Library Entry Quality Formula Weight
Sulfur mﬁnochloride . 10026-67-9 NISTOBa.l 14872 ) @ cias2 134
Quinazoline, 6,8-dichloro- 17227-49-§  NISTOSa,l 86225 38 CBH4C1Z2N2 198
Sulfur chloride (82C12) (CAS> $% Chlorso 10026-67-2 WILEY276,1 23609 38 cia2s2 134
. Soan 1396 (9.668 min) of db0843_lib.d (Subtracted) (SCALED>
10.01 i 93 198
8.6* . %\/0(\
£ o u\\\m
9 " 13 :
2 J : é ' N 36
T 4.0 N : . A
. 4 73 . 16, : .
g 2,0 AN l /! A7 A0 - N s 4.
0,0 v o ol Il Iy | ” l llhy lx““l. NP N l + nll]tu Toos 40 i h. ‘ 'c‘n RN 1 || 1
40 70 80 90‘ 100 110 120 130 140 150 160 170 180 190 200
10.9- Entry #14872, Sulfun wnoohloride (from NISTOBa,1) (SCQLED)
8,04 : . 1.
. N
6.0
o @ 4
2 /*
Y
g /
5 200
: 39
0.0 .-| | c'l" . - 0L L PO . 1 .]‘/' ’ .
40 60 60 . 80 20 100 110 120 130 140 150 . 160 170 180 190 200
16,0 Entry ﬁ56225, Quinazolino, 6, 8~dichlora~ CFrom NISTOGa,1) (SCALED) 196~
8,0 . .
0 6.0 ‘ )(
% ‘ b )< 171 E '
¥ 40 N\ '
3 1M\ /146 ’
g . .
- 40 02 .
é 2.0 /74 0\ //4 l l '/‘74. | |W3
0,0 ] . il i ” ;l s ll T i
40 50 60 70 80 % 100 11:! 12¢ ' 170 180 120 200
i r A R
10.6 Entry #23509, Sulfur chloride (52C1%3) (gﬁS) +“ Chlorsclwef‘el '“ Chlorosul?anu . SulFur chl
8.0 : '134\
]
s 6,0
¥
. 40
3 -
35
; 2,01 J/ /1.33
0,0 | 1 ll | . AN t . . .
40 80 60 70 89 9 100 119 120 130 140 150 160 170  iB0 190 200
[ 4 L CL
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File.-
Operator
Acquired

Instrument
Sample Name:

Misc Info

Vial Number:

/chem/HP19760.i/14feb20.b/db0892 1lib.d
Jjmg00346 -

20-FEB-2014 16:13.

HP19760.1 : .
H3011;7366650;1;0;SAMPLE;;; -
14050WAA;WL13166;;1050;1000;0;db0872;13166;
23 -

iE
5.6
5.4
2
o
.8

i

¥ (x1076)
NN NN N G oW W W s A s e o
7

[
#9990,

.MS HP ChemStation

2.4,6~Tr1hramophenol

1,4-Dichloraobenzene-d4
Naphthalene~d8

J=2-Fluorophenal

.zaaas-————-——————«~—ﬁPhenanthrene-d!0

Eeee e Py ren@~d10

p=———————Perylene-d12

O
o
e @M AP thENE - 10

g iy Pt
10 11 12

T
13

Time (Min)
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Data File:

Report Date:

/chem/HP19760.1/14feb20. b/db0892 -lib.d

Page 1
0l1-Mar-2014 21:09

Lancaster Labs

Data file : /chem/HP19760.i/14feb20.b/db0892 lib.d

Lab Smp Id: 7366650 . Client Smp ID: H3011 -

Inj Date 20-FEB-2014 16:13

Operator jmg00346 Inst ID: HP19760.1

Smp Info H3011;7366650;1;0; SAMPLE; ; ;

Misc Info 14050WAA WL13166,,1050 1000;0; db0872 13166; :

Comment Max. number of TICs to report is 50, 22 TICs were found initially.
Method- /chem/HP19760.1/14feb20.b/8270_WVA_ 11b m

Meth Date 01-Mar-2014 20:47 ajs00193 Quant Type *ISTD

Cal Date .: 11-FEB-2014 17:36 Cal File: db0387.d

Als bottle: 23

Dil Factor: 1.00000 ' - -
Integrator: ‘Falcon Compound Sublist: house_lib-376.sub

Target Version: 3.50
Processing Host: d26cs01 -

Concentration Formula: Amt * D

Néme Velue
DF 1.00000
Uf 1.00000
Vt. 1000.00000
Vo 1050.00000

F *~ UE * Vt/ (Vo) * CpndvVariable

Description
Dilution Factor
ng unit correction factor
Volume of final extract (ul)
Volume of sample extracted (mL)

Local Compound Variable

ISTD RT AREA
* 21 1,4—Dichlorobenzene-d4 6.101 1066791 10.000
* 48 Naphthalene-ds8 8.059 1567695 10.000
* 83 Acenaphthene-dlo 10.863 .1410153 10.000
CONCENTRATIONS . QU'AN'I‘
RT AREA ON-COL(ng/ul) FINAlL( ug/L) QUAL LIBRARY LIB ENTRY CPND #
Methane, bromodichloro- CAS #: 75-27-4

1.717 103036 0.96585336 0.91986

Dlgltally 51gned by Andrew 3.
Target 3 5 e31gnature user ID

83 NISTO5a.l 31323 21

Strebel on 03/01/2017.:-”u.:
ajsOOl93 R

Freedom_0006097_0140



Data File:

Report Date: 01-Mar-2014 21:09

CONCENTRATIONS
ON-COL(ng/ul)  FINAL( ug/L) QUAL

1-Butene, 2-chloro-3-methyl- CAS #: 17773-64-7
1.869 240039 2.25010293 2.14295 64 NISTO05a.l

Methane, dichloronitro- CAS #: 7119-89-3
2.370 ~. 118785 1.11347492 1.06045 43 NISTOS5a.l

1,1-Dimethyl-3-chloropropanol CAS #: 1985-88-2

3.280 23173890 217.229733 206.88546 83  NISTO5a.l
Butane, 2,3-dichloro-2-methyl- CAS #: 507-45-9
3.495 2449498 22.9613460 21.86794 ‘83 " NISTOS5a.l1
2-Butanol, 1,4-dichloro- _ CAS #: 2419-74-1
3.752 411697 3.85920339 3.67543 23 NISTOS5a.l
Butane, 2;3-dimethoxy-2-methyl- CAS #: 74421-00-4
4.014 243467 2.28223222 2.17355 38 NISTOS5a.1

2-Methyl-3-bromo-2-butanol CAS #: 2588-77-4

4.375 103069 0.96559935 0.91961 38 NISTdSa.l
Ethane, 1,1,2,2-tetrachloro- (CAS) $§ 1, CAS #: 79-34-5
4.865 60364 0.56584207 0.53889 95 . WILEY275.1
O~CHLOROPHENOL-D4 CAS #: 0-00-0
5.751 569402 5.33751616 5.08334 91 WILEY275.1
Decane (CAS) $$ n-Decane’ $$ Isodecane §$ _ CAS #: 124-18-5
5.902 176290 1.65252559 1.57383 .94 " WILEY275.1
Oxirane,. ethenyl- CAS #: 930-22-3
'6.036 79331 0.74363637 0.70822 7 NISTO5a.1
Propanoic acid, 2-chloro-, methyl ester CAS #: 17639-23-9
6.514 723425 6.78130956 6.45839 38 NISTO5a.1l
Cytlohexanémethanhol Tethy LTt rang S A TS T CAS S# 7733 937,54 953)
1652 Gﬂﬁh§1280411a?0*7539231%v HMURTON LM A Y 3e ?NIST05a-
CYclopentasiloxane, decamethyl - CAS #: 541-02-6
7.395 65279 0.41639949 0.39657 90 NISTOS5a.1l
4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy CAS #: 77-73-6
7.826 440560 2.81024214 2.67642 27 NISTO5a.1l

/chem/HP19760 i/14feb20. b/db0892 lib. d

4733
1?675
9464
17537

18643

13998

33655

50253

18902

30012

526

9448

161016

13652

Page 2

21(L)
21

21

21

21(LY

21(L) -7;” I

21(L)

21

21

21 ' : .
21(L)

21

Target compound'

TEEER Do not report.

" a3js00193 o3/01/2014

48 -

48(L) . N
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Data File: /chem/HP19760.i/14feb20.b/db0892 lib. da- Page 3

Report Date: 01-Mar-2014 21:09

CONCENTRATIONS QUANT
RT AREA ON-COL({ng/ul} ' FINAL{ ug/L} QUAL LIBRARY LIB ENTRY CPND #
1H-Pyrazole, l-methyl- {CAS) $$ 1-Methyl CAS #: 930-36-9
7.913, ‘57685 0.36796168 0.35043 53 WILEY275.1 2324 48
2,6-Dichloro-4-fluorophencl CAS #: 3%2-71-2
8.152 1003257 6.39956803 6.09482 43 NISTO0S5a.l 43383 48
3-Butenenitrile, 3-chloroc- CAS #: 21031-46-9
8.187 601393 3.83615737 ©3.65348 50 NISTO0S5a.l 3933 . 48
4, 5-BROMOACETYLBENZOCYCLOBUTENE $$ Bicyc CAS #: 63506-25-2
9.062 99773 0.63643018 0.60612 78 WILEY275.1 109601 48(L)
Sulfur mofiochloride CAS #: 10025-67-9
9.650 1540074 10.9213238 10.40128 is NIST0S5a.l 14872 83
2-bromo-7,7-dichlorocyclof4.1.0} heptan CAS #: 113035-8%7-5
0.65070 81 WILEYZ?S l 127158 83

10.478 96348 0.68324377

QC Flag Legend

L - Operator selected an alternate library search match.

TDlgltally 91gned by Andrew
T »5“e31gnature user ID

Freedom_0006097_0142



Data File: /chem/HP19760,1i/14feb2¢ . b /t0832_ lib.d

Date : 20-FEB-2014 16343
I

Client ID; H3011 Instrument} HP12760.4

Sample Infor H30113736665031303SAHPLE}?}

Volume Injected (ulLX: 4,0 Dperatoﬁ: JmgO0346

Page 4

Column phase$ J&W DB-GMS Column diameter: 0,18
Library Searoh Compound Match CAS Humber Library Entry Quality Formula Weight
Methane, bromodichloro~ 76-27-4 NIST¢Ba,1 31323 CHBrC12 162
Methane, bromodichloro~ (CAS) $¢ Bromodi | 7B-27-4 WILEY275,1 46494 a3 CHBrC12 162
Trichloromethane 67-66-3 . HNISTOBa,l 8712 78 CHC13 118
10,0 Scan 31 <1,717 min) of dbOBY2_lib,d {(Subtracted) (SCALED)
*v . B
‘8,0
~
3]
s 6.0 ;
9 .
&
o %0 )
g A7 :
2,04 7 12
0,0 . h!l. AN Joo — oy ]
20 30 40 50 &0 70 - 80 20 100 i1Q 120 130 140 150 160
. [T 4
10,0 Entry #31323, Hethang, bffbmod;'ghl'or-o- (from NISTOBa,.1) (SCALED
8,0
~ .
Dl |
$ 6.0
2
o 401
. 47
£ AN 29
§ 2.0 127
2 - I /13 35\ h 1/91 nq\ \ ’/1 . 16: 66
0,040 . b 1 .I.l!n.l tete . e . ‘l:‘.l IETPRTY:
20 30 - 40 50 60 76° 80 9 100 110 120 130 140 150 160
_ sz
16,6 Entry #46424, Hethare, bromodichloro- (C89§>/$$‘ Bromodichloromethane $¢ Bromodichoromethane
. *¥1 : .
8,0 B
”~
)
s 6.0#
d
X
~r
o 4.0 .
n .
29
£ 2,0 47\ /»48 //8? //1 S
2 “ ] ) l 164
. 0,0 . . ! - h - ] NN le N
20 30 40 56 60 7% 80 /' 20 100 110 12¢ 130 140 150 169
' m/z . . .
T =
10,04 Entry #8712, r':.'chlorm.neu@gz {from NISTOGa,.1> (SCALED}
8,04
~
[x)
§ 6,0
o
X
~
- 4o
Ig 47\
%.?90 . /13 35\ l 20 119\.
0,0d . Lise i ,“l ! .// 1] 3 sfiiee :
20 30 40 50 60 70 80 %0 100 110 120 130 © 240 1850 160
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Data File: /chem/HP19760,1/14feb20,b/db0892_lib,d . Page S
Date 3 20-FEB-2014 16313 I
Client I1D3 H3014 . Instrument: HP19760,i

Sample Infot H3011 $736665031303SAMPLES 33

Yolume Injected (uL>t 1,0 ’ Operatori jmgd0346

Column phasei J&W DB-EMS Column diameteri 0,18

Library Searoh Compound Match - CAS Number Library - Entry Quality -Formula -Weight
1-Butene, 2-chloro~3-methyl- 1.7773—64—7 NISTOBa,l 4733 CSH9C1 104
1-Butene, 2-<(chloromethyl)>- 23010-902-8 NISTOBa,l 4719 ' 64 CSHoCl 104
2~Butene, 1-oh16ro—2-meth31— ' 13427-43~1 NISTOBa, 1 4726 63 CBHIC1 104

Soan 57 (1,869 min)> of db0892 lib.d (Subtracted) (SCALED>
10,0 ' 917

0.0 ' \L\\Q\p\ 76X | X
6,0 o /4 EN .
4.0 53\ /56. ‘ /79 -y, 7 104\\/ 3
o.m-. ||-.|I|I||| ’ S l I/1

24 28 . 32 36 40 44 48 52 56 60 * 6/4 69 72 76 86 84 . 88 92. 96 100 104. 108
‘Entry #4733, 1-Butene, 2-ohloro-3-methyl- (from NIST0Ba,l> (SCALED)
hs ] ’ ’ WS "

| 8.0 ’ i 7 _ . . : /
6.0 | | 3 | 104
il o / ' e

2,0 N AN 63 ‘ | 7 SN

o, 0d . 1111..- ol llll...lllll-l- Lol [ R ..7-|.

Normal (x10°3>

4.0

Normal (x1043)

A7

24 28 "32 -36 40 44 48 B2 b6 60 64 68 72 76 80 84 88 92 96 100 104 108
m’z - . _
En&:a #4719, 1-Butene, 2- (chloromethal)- (f-‘rom NISTO5a.1) ¢(SCALED>

10.0-‘
8,0

~ ) 5

Z 6.0 39\ : /(5

4,0 ' : ) 4\ :

[] o 9

£

c R 84 /e 06

2 2,0 ‘ I \ 63\ /75 | ﬁ'
0.0 a I R N1 P A 1 PUSRY UY £ I N N L

24 28 32 36 44 48 82 56 60 6/4 68 722 76 80 B84 88 92 96 100 104 : 108
m/z . .

10.0 En t/xithﬂzé, 2-Butene. 1-chloro-2-meth3L\6(;rom NISTOSa.l) (SCQLED)
8,04

~

© 6.0

o .09

3 - : X o4

o 40 27 /°

g 4 B4 ' 9 |
2,0 k! . .

2= N AN I | 7 EN /2 I,{,g -
o.o.'.lrnl..'.’.ullrllul .:I‘||! ":..'nll-lu I....l:...', o .;l-l;. . . ||'.: .

24 28 32 36 40 44 48 52 56 72 76 80 84 88 92 96 100 104 108

Jﬂ_l
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Data Filet /chem/HP19760,1i/14feb20, b/db0892_lib,d

Date ¢ 20-FEB-2014 16313
Client ID§ H3011
:Sample Info: H30113736665034303SAMPLES $2

Volume Injected CuLd): 1,0

Instrument HP19760,1

Operator: jmg00346

Page 6

n'z

Column phases: J&W DB-GHS Column diameter: 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
Methane, dichloronitro- 7119-89-3 NISTOBa,1 12676 . CHC12N02 129
CHLOROFORM $4 TRICHLOROMETHANE 67-66-3 WILEY275,1 13783 40 CHC13 118
Trichloromethane 67-66-3 NIST¢Sa, 1 8714 2 CHC13 118
Scan 143 (2,370 min) of dk0B892_lib,.d (S\.tk:t.ram:,qt)e ¢SCALED) -
10.01 " , ! : 3
a.0
)
$ 6.0
9 n
-
- 40 .
] o 4
§ 2,0 ™ 0 ' 7
= o | P =N LN A
C 0.0 ) i N X vl -
20 - 30 40 50 6. . 70 . 80 20. 100 110 120 .
' Entry #12676, Methane, dichloronitro- (from NIST0Ga,l> (SCALED). : .
10,04 : o 3 e b
i v v U
A . £
0 / y
S 6.0 / , . «PD
¥ - \ ™. /
. 404 ..
“ BV
£ 7
2.0 .
2 o el /B
o‘.‘o. ' —— Vil sdal, l — —_ )
g 20 30 40 70 80 90 100 110 120
16.0 Entry #13783,. CHLOROFORM $$ TRICHLOROMETHANE (1‘-‘r'c>rnB WI EY27%.1) (SCALED) Lo /(100'
] : .\__i l \ A
e /? f'
o .
1% 6.0 /VVQ B
o
X .
— 4.0
] ' X
£a0] - /37 '
g e l 2 , LN /120'
] .OJ ; I N I I / 2\1 . | ! 1) .
: - T30 40 50 60 e 70 80 20 100 =110 120
16.0 Entry #8714, Trlchloromeﬁhane {from NISTO%%./I) .(SCALED)
8,0
~
|m
? 6o
g.,
4,04 4
-
2 N )
5 2.0 B -
z N3 _ 9 70 : e
0,0 .7 . ) [ ] ﬁ /. . 1 .l. I“_"ij&
: D 30 . 40 8 70 80 90 100 110 120
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Page 7

Data File: /chem/HP19760,i/14feb20,b/db0892_lib,d
Date ; 20-FEB-2014 16313 '
Client ID; H3011 Instrument: HP19760,i
Sample Infog H30113736665031)0!99HPLE_;1;
Volume -Injected C(ul)>: 1,0 Operator} ,jmg00346
Column phaset JaW DB-5MS Column diametert 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
1,1*-1]imethyl-3—6hlor‘opr‘opanol 1985-88-2 . NISTOBa, 1 9464 CBH11C10 122
Acetamide (CAS) 4% Ethanamide $$ Acetic 60-35-9 WILEY278,1 589 12 C2HSNOD 59
2-Butanone, 3-h9droxy—3-methul- (CAS) % 115-22-0 WILEY275,1 7624 40 CBH1002 102
Al
16,0 . R Scan 299 (3, 280 ‘min) of dbOBg% lib.d ¢(Subtracted> (SCALED>
8,0 .
-~
§ ool ‘
*
3 , v
4,04 '
3 \/ 101,
g 2,0 69\ 5 N :
z . 72 N | 11
0,0 ' .|-| .|.......|.|...|..|... / \.2\ . I‘\
15 20 25 30 35 40 55 63 65 70 ' ?5 80 85 90 95 100 105 110
. . . m_z T
10,0 Entry #9464, 1, 1-Dxmeth31-3-gg}ropropanol (From HIST0Ba,l)> (SCQLED)
8.0 .43\ : \/
8 / / :
$ 6.0
3
Y 4,0 7
"'g: s vy N
2,04 . 9
2. l /45 /60 /6 31\ 1]
0,04 | | | || 1 I 1.0l 0 ‘I . ' ./9 . ||'
15 20 25 30 36 40 45 650 65 60 66 70 75 80 86 90, 95 100 106 110
10.0 Entry #589, Acetamide (CAS)> ¢% Ethanamid5e 4% Acetic acid amide $¢ Methanecarboxamide $$% Ace
R .
4
8.0 . e
”~
4
™
s 6.0 N
bl
X
Y 4,0
i ; )(
£ 2,0 i ’
2 N | 0 :
0,0J S N | | i -
15 20 25 30 3B 40 48 50 55 60 63 70 75. BO. 85 920 95 100 108 110
n'z : i
10,0 Entry #7524, 2-Butanone, 3—h3drox3-3—met5fag/— (CAS) %% 3—Hsdroxs—3—methyl~2—butanone {CAS) ¢
]
B.ow
~
e : .
% 6'01 i “ .
¥ a1 X~
: A e
6 2,07 71 7
2 J 63\ /S Yol P
0,0 1| [ P ol a1 1 '.
15 20 25 30 35 40 45 80 85 63 65 70 75 80 85 90 28 100 1085 110.

- Target:
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Data File: /chem/HP19760,i/14feb20,b/db0892_lib,.d

Date $ 20-FEB-2014 16113
Client ID§ H3011
Sample Infoi H30113736665031303SAMPLES s

Volume Injected (uL>: 1.0

Instrument: HP19760,1

Operatori jmg00346

Page 8

Column phase: J&W DB-5MS Column ‘diameters 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
Butane,  2,3~dichloro-2-methyl-~ 507-45-9 NISTOBa,1 . 17837 @ CBH10C12 140
Butane, 2,3~dichloro-2-methyl~ (CAS) $% 5(_)?-45-9' WILEY275.1 273329 3 CSH10C12 140
Propane, 2-bromo—i-chloro— '3017-95-6 HISTOBa, 1 27347 40 C3H6BrC1 166
: Scan 336 (3,495 nin)'of’yhOBSZ_lib.d (Subtracted)> (SCALED>
19,0 7?7 ] ’
8,0
[
6,0 1
3 4
Z 79
._6._4.0 yd
3 05
4 z.ow Ve Ve
g /91 12! 29
o';o. |||...,|||-|-|.....|||.I.I.I....u |. N . I.I 5\../ , .
20 20 - 40 50 60 7 80 20 100 - 110 120 130 140 150 160
. . __m'z :
10;0 Entry #17537, Butane, 2,3fdichlgsg;2ﬁmethul- (from NISTOBa,1> (SCALED)
8.0 : /
™. )
< 6,0 1 — / /
g T -
¥ a0 76 / /
2 27
§ 2o / e , s
| I . | /9 126\ /129 /.40
0,0 it akilil, ..HIJ.L. daea b, UL b .Ll. ! P : ] -
. 20 . 30 40 50 60 20 80/ 20 100 110° 120 130 140 150 160
. - . L mez
’ Entry #27339, ‘Butane, 2;3-dichioro-2-methgl— (CAS) $% 2,3-Dichloro-2-methylbutane $$ Amylen
10,0 . 77
8,0]
i
$ 6.0
«
S t 7
o 4o SN
‘E" /27
2,0 3 06
3 ¢ 49\\ //6 l //99 //1 412
0,0l . I . ) l ' B I; | II 5\\
20 30 - 40 5 60 7% eo'/ 20 100 © 110 120 130 140 . 1%0 160
. - . [V 4 ’ . .
10,6 Entry #27347, Propang,‘2-bromg;%;chloro- (from NISTOSa,1> (SCALED)
8.0 1
R A
%
§ 6.0
«
X
o
4,0
'g /2?
g 2,04 5 , /51 3 107\ ' 18
9 . 121 27 14 61 .
o,oJ /1 T IR 11 (1 (Y I ./‘s ST 1 3\ SRy \ /1 3\ ..4\ _
20 30 40 50 60 7 eo/-‘ 90 100 140 120 130 140 150 160 |
n/z '

’
i
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Data Filet /chem/HP19760,i/14feb20,b/db0B92_1ib,d - : Page 9
Date § 20-FEB-2014 16313 ‘

Client Ihx H3011 Instrumentt HP19769,1

Sample Info: H30113736665031303SAMPLES S

Volume Injeoted (ul’>3 1,0 Operatort jmgd0346

Column phaset J&W DB-BMS : " Column diameters 0,18 |

Library Search Compound Match o CAS Number Library Entry Quality Formula Weight
2-Butanol, 1,4-diohloro- 2419-74-1° NI SToBa,1 18643 @ ' C4HBC120 142
Chlorodimethylethylsilane €317-76-6 HISTO8a,1 2446 © C4H14C1Si 122 -
3,6-Dimethyl-6-hexen-3-ol '1569-46-6 HISTOBa,1 12194 12 C8H160 128

Scan 380 (3,762 min) of 'dhog%lib.d' (Subtraoted)' (SCALED)

10,0 R \)‘\.) .
8.0 93\ LV\% \I
5 | N
| TR
9)_(| . /43
X ) .
Y 4.0 e _
407
g 2,0 & Y //1 .
2 , N t 125 27
" 0,0 -ll ;].l.l Phibe v b bl s o e o othide 1o - . -
20 30 . 40 50 . - 70 g0 - - 100 149 120 130 140
-10’0 Entry #18643, 2-Butanol, 1,4-dichloro- (from NISTOS;.I) {SCALED>
1
8,0
18 o -
o 6. .
g . /29 /?9 : -
T 40
n . 43\ 5
éE’ 2.0 5 l ™~ 63 N ' 1 106, 24
. 144,
0,041 . ..'||,.J. Lsaatl il ......ln.s.;.].....s.:.. Y alt ul.. DT 1119 LT T - /L - \
’ 20 30 40 8¢ . &0 | 70 mﬁ ‘80 1] 100 110 . .12¢ 130 140
10.9 ) ' Entry #9416, Chlorodimethylethylsilane (from NI Tosza.l) (SCALED)> - ) ' i
. . . .
8.0 /
~
%
$ 6.0
ki
T 4,0 N [£aN
]
£ . 7 07
g 20 e AN [ 7 / /1 122 26
0,04 il . .;ﬁhi!u.. ITITT | ::.LI.I.....I.-.-! |l .]. 1 .l.I:' - I...'.//l' !
20 30. 40 50 [ 70 , a0 20 100 110 120 136 140
. ) - m/z _ .
10.0 Entry #12194, '3,5-Dimeth31-5-hq$?ns-3*ol (from NISTOGa.1> (SCALED)

8.0{ . a3 ' ) P

g 6o v

3 B I

T 40

= )

£ Vet

§./2,0

z . L] & 1 99\ 11

o,o..l/l .I'I.I. lyl.ll '.o.l.lls P I P ..u/je P 3\
20 30 40 - 50 80 70 80 30 100 110 120 130 140

Y
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Data File$ /chem/HP19760,1/14feb20,b/db0892_lib,.d
Date ¢ 20-FEB-2014 16313

Client ID${ H3011

Sample Info: H30113736665031:0:SAMPLESS S

Volume Injected <ul>3 1,0

Column phase¢ J&W DB-GMS

Library Searoh Compound Match

Butane, 2,3-dimethoxy-2-methyl-
Octanal, 7-methoxy-3,7~dimethyl~
Butane, 2,3-dimethoxy~2-methyl- (CAS> $%

Page 10

Instrument; HP19760.1

Operatort jmg00346

Column diameter: 0,18

CAS Humber Library Entry Quality Formula Weight

74421-00-4 HiSTOBa. 1 13998 @ " Cc7H1602 132 . '
3613~20-7 - MNISTOGa.l 47285 38 C11H2202 186

74421-00-4  HILEY275,1 21984 38 C7H1602 132

10,0

Socan 426 (4,014 m;_ﬂ_‘)’zoi? db0892_lib.d (Subtracted) (SCALED?

8.0 . L A \) {\‘)
3 L\’\& v
™M
S 6.0 \{\
g .
T 40
L] /43 )
2,0 )(
§ e : ‘ /"’5 N 105 12N Az
0,04 .'1,! NN PRI ]\n . '.|."|‘-‘ S {. ] .
20 30 40 50 60 70 8o 96 100 110 120 130 140 = 150 160 170
Entry #13998, Butane, 2,3-dimethoxy-Z-methyl- {(from NISTOBa,1> (SCALED
10,0 73 '
8,0
~
12 .ol
5 6.0
2
— 4.“0- :
N / K
5 2.0 ; : 3 B ; .
g Ve s N 85 BN ANYZ- LIzt
0,0l SO TRTPRNOt 8 1Y DU W WO LSNP VN [ L. L.l ol ’ _
20 .30 40 - BO 60 70 8¢ % 100 140 120 130 140 150 160 170
. - 'z . :
10.0 Entry #47255, Octanal, ?@_;éhon—L?-diméthsié {from NISTOBa,.1> (SCALED?
8.0
(o
§ 6.0
L)
] X
o
o 4,04 _
n .
§ 2.0 4 ; .
2 "7 27 AN A Ve sl 11 21 37 163 17172
o.oJ 3 \\..l . Ll R TR TORREETS PN | PP IS PO v L. ..{1 .’/L /.4 3\. ) \4\'\
20 3 40 86 60 76 80 30 100 ¢ 410 120 130 140 480 160 170
iy - mrx -
10.0 Entry #21984, Butane, zgzﬁim%%rpxg-z-nethgl-’<cas> #$ ETHANE, 1,2-DIMETHOXY-1,4,2-TRIMETHY
. :
8,0
~
S 6.0
(=4 * B
4
S
12 4.0
E 2,0 ' X
g e B AN )( EN 104\ TNy
0,0 . 1 f i, 1 .h ] 1. )

‘20 30 40 %0 60 )

9 400 110 120 43¢ 140 150 160 170
RAT . ) |

Freedom_0006097_0149
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Data Files ] /chem/HP13760 1 /14¢ek20,b/db0892_11b,d Page 11
Date ; 20-FEB-2014 16313 ‘ i
Client ID; H30411 Instrumenti HP1976%,1
Sample Infot H3011 3736666031303 8AHPLE S 33
Volume Injected {ulL)>3 1,0 Operstorg jmgod34é
Column phase: J&W DB-SMS Column diameteri 0,18
L_ibr-érrg Search Compound Match CAS Humber Likrary Entry Quality Formula Height
2-Hethyl-3-bromo-2-butancl 2588-77-4 NISTOBa,1 33656 CBH11Br0 . 166
Butanamide 541-33-8 NISTOBa,l1 - 1836 E4 7 C4HIND 87
Butanamide (CAS} $$ n~Butyramide $#$ Buty B41-38-6 WILEY276,1 3634 84 C4HINO 87
Scan 48?&.3?5 mind of db0892_lib,.d (Subtracted) (SCALED>
10,0+ 5 X :
8.0
o U‘S
[x] 1 )
1S 6,0 . {/V\ b
¥
; : N
g 2,0 & 164\ 453
0,0 g 1l L 31 il L. 1 ' [
20 30 40 50 . &0 76 80 20 100 | 110" . 420 130 140 ‘150
Entry #33665, %thgl-z-bWE-bubanol (from NISTOBa,1) (SCALED
10,0 ' )] - . -
8.0 ’ -
8 6.0 :
O P J /
3 /
A4
4,0 !
3 4 / )( 161,
5» ‘,2'01 /3 71\ g - \
X 4 AN P LN | |
O,OJ Ll seatet. bt . l.ln [ . . ‘s . . 91 1 P
20 30. 40 BO (2] » 70 80 20 100 110 120 130 140 150
16.9 " Entry’ 183{,6, Butanamide (from NISTOBa,1) (SCALED)
R .
8,0
a ¢ 44\ ;
s 6,0 . .
: 14 ’
X
~
. 4.0 ,\/ .
o 72 ;
£ 27 )
§ 2o / N 71 /
0,0 /. |II.. ll i l... ' ll 1is . . . .
20 30 50 - 832 90 . 100 110 . 120 130 140 150
m, :
10,0 Entry #3634, Butanamide (Cniaﬂ- n=Butyramide %% Butgr‘anxde 4% n-Butylamide $% Butanimidic
8,0/ / g
~ .
$ 6.0
e 41, .
¥ N\ ' X
- 4,0 /27 X
g 72
g 2.9 ] ZAILN
z Ve /88 _
0,0 I iy [ lIs A8 = . :
20 30 40 30 . 80 .70 gg 30 100 110 120 130 140 150
. . > . .

Target 3% 5 es1gnature'user ID‘;ajsooyS
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Data File: /chem/HP19760,1i/14feb20,b /db08%2_1ib,.d

Date 3 20-FEB-2014 16313

Client ID: H3011 Instrument: HP19760.1

Sample Info} H301437366650:1303SAMPLESSS

Yolume Injected (uL>$: 1,0 Operatort jmg00346

Page 12

Column iohase: J&H DB-BMS " Column diametery 0,18
Library Searoh Compound Match CAS Number Library Entry Quality Formula Weight
Ethane, 1,1,2,2-tetrachloro- (CAS> $% 1, 79-34-5 WILEY276,1 50253 @ Cc2H2c14 166
Ethane, 1,1,2,2-tetrachloro— ?9-34-5 NIST0S5a.1 33884 24 C2H2C14 1é6 '
Ethane, 1,1,2-trichloro-2-flucro- 369-28-4 NISTOBa,.l 23022 64 C2H2C13F 150
Scan 571 (4,865 min) of dQ%%_‘lib.d (Subtracted) "(SCALED>
10,0, : : 3"
8.0
~
M
$ 6.0]
«
X .
~7
4,0
? /%
£ 2,0 61 , . 431 33 16!
Zz. _ //47 AN /73 11 } . N /A _ 9\*?0
0,01 ' NI s .”li 1) 1 I “l il 'l
20 T30 40 50 60 70 80 w'so 100, 116 120 136 140 150 160 170
10.0 Entry #B60263, Ethane, 1',1,2,2-teti~'abhlsor3},o-' (CAS) #% 1,1,2,2-Tetrachloroethane $% 1,1,2,2TET
8.0 .
~
M.
$ 6.0 : S /
-l
g J
T 4.0 35 . J/
g / 61 Ve v
§ 2.0 AN 16
] ” ! /32 9\
ook Iy 1l ‘ ; L,
: 20 30 49 - BO 60 7o 80 20 100 110 120 130 140 150 160 170
. L . o - m/z . : —
10 o Entry #33884, Ethane, 1,1,2,2- etr;achlor‘n— (from NISTOBa,1) (SCALED)
+ v R
8,01
~
[ »
s 6.0 d )
o {
R
T 4,04
g
§ 2.0]. 26 61 ‘ 5 ~ 134, X
£ J 28\ NN AN 7 . e TENY \ A 169\4@
0,0l i, -l f1a4 1ha.. s . .- . .[ . .l”!c. s il Joloas
20 30 40 56 ‘80 - 7 7 80 20 100 iie 120 13¢ 140 150 160 170 . /
10.0 Entry #23022, Ethane, 1,1,2-tricl or*g-z—?luor‘o- (from NISTOBa,1) (SCALEDY
8,0 e
R .
% ‘ -
& 6,04 /\p X
s
X
7
- 4.0 7 .
G 2404 3 . 15
z N N LN { i /% us 417 AN
0,0 BT P lts, . AT TN Al * .i.l...l . Ctete. Ll
20 30 40 50 60 70 80 'm{'m 100" 440 120 130 440 4150 160 170
- z - . " .
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Data File: /chem/HP19760,1/14eb20,b/dbo832_1ib,d ‘ Pagé 13
Date : 20-FEB-2014 16143 '

Client ID: H30i1 Instrumenti HP19760,1

Sample Info: H30113736666031303SAMPLESSS .

Volume Injected <ut>: 1.,¢ i Oper;ator: Jmgoe346

Column phase: J&W DB-5MS ) Column diameter: ¢.18
Library Search Compound Match - CAS Humber Library - Entry Quality Formula Weight
0-CHLOROPHENOL-D4 0=00-0 WILEY276,1 - 18902 ' Si ~ CeHp4clo 132
6-Chloro-2-heptene $$% 2-Heptene, 6-chlor 92639-28-6 uu.x-:va:*s.z 21955 83 C7Hi3C1 132
(E>=3-chloro-2-methyl-2-pentenal #$ 2-Fe 31367-76-3 MWILEY275,1 - 21736 78 C6HIC10 " 132 ;
: Scan 723 (6.751 min> of dbOB92_1ib.d (Subtractedd (SCALED>
10,0 132
8,0
o~
6
I3
S 6.0 B\
g 3
A
- 40
2 ﬁé
2.0 0 ) 78
§ 200 AN EN / EN s ! A -
0,0 1T N RN S PR | O ' A
40. 45 50 85 60 65 70 75 - 80 85; 90 95 100 405, 440 415 120 4125 430 135
Entry #18902, O-CHLOROPHENOL-D4 (from WILEY278,1)> (SCALED> " .
10,0 : ' ‘ 132
8.0f : ‘ 0 My/ .
~ 6! -
™
S 6.0 ™\
s} . .
X
~
L 40 !
' //36
€ .
2,0 7 o4
$ ™\ l . L
o.0l_ il l ¥ | 1 . P
40 45 850 866 ' &0 65 70 75 80 85 90 96 100 106 110 44F 120 126 130 136
10.0 Entry #21955, 6-Chloro-2-heptene $$% 2-Heptene, 6-chloro—, (E)- (CAS) (from WILEY275.1) (SCA \-132-
* .
8,0
e
s 6.0
]
X
- 40
[
€ \
L5 2,0
z
0.0l_ i} : I
40 45 50 58 60 2] 70 73 80 ?’5 %0 95 400 1068 110 41%F 4120 128 130 138
. m/Z - : - .
10.0 Entry #24735, (E)-3~chloro-Z-methyl-2-pentenal $$% Z-Fentenal, 3-ch19ro—2—neth31-, CEX- (fro 132,
8,0
~
™
& 6,01
¥
. 4404 /97
17
g 2001 /
z i
0,0 , . l i, - 1l
40 45 50 1] 60 65 7¢ 75 - 80 :’5 20 95 4100 105 110 4485 120 125 130 138
] . . Z. :
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Data File! /chem/HP12760,1/14feb20,b/db0B92_lib,d Page 14
Date $ 20-FEB-2014 16343
Client IDg H3011_ Instrumenti HP19760.i
Sample Info: H3011:736665031303SAMPLESS S
Yolume Iri,je_oted ul>t 1.0 Operator: jmgd0346
Column phaé.e: JsW DB-GMS Column diameteri 9.18
.Libra'r.'u Search Compound Match CQS Number Libr‘arg Entry Quality Formula . Weight
Decane (CAS) $% n-Decane $% Isodecane $% - 124-18-5 . WILEY275,1 20012 _ C10H22 142
DECANE : i _0=00-0 WILEY275,1 30102 91 C40H22 142
Decane 124;-18-5," NISTOBa,l: 1848¢ 87 Ci0H22 142
Scan 749 (Bjoz’nih')‘ of db0892_lib.d (Subtracted) (SCALED
10,04 67 : .
2 '
8,0/
.
p 6 ° .
$ 6. .2t
i o/
" St
Z 4,0 , 85
g' 2.0 s ™ 13 42
| | 11— | - \
0.0 — 3 it ST }s .xl. [P ihle ) i ot - |
20 30 . 4 . B 0. 70 . BO 90 100 110 120 130 . 140
1-0 o Entry #30012, De% {CAS)> ii'n—;lzeoane +$ Isodecane $% n-CiOsz +% UN 2247 (from MILEYZ275,1
8.9]
~
™
& 6,91
1w : - 7 R
T 4.0 N
2 =
2.0 : 2
12 . i ' N st /113 G
0,04 . l : . lc i1l [ —_— '|
20 30 40 . BY 60 70 80 - %0 . 100 140 - 426 430 140
~ . . L. E:z ‘ ) . .- 3 .
] : _ try # E (from WILEYZ27%,1). (SCALEDY
10,07 gz nbry 430302, DECARE (Fror )
8.0
”~
A
b 6.0
Lo
X ?1\
o 4.0 85\
¢ 14
2,0 - 2
§ 2.1 l N AL 2§3_
0,04 . . ) S _ l l « . ll R . . . .
’ -ca ‘36 40 <1o] [ N {‘?O n 8¢ 9 -~ 100 410 26 130 140"
. - r4
- ’ Entry #18486, ‘{from HISTOSa,.1> (SCALED)
16.0 43 "5"5,’* » Decane ¢ $T0Ga ‘D /
s.o*
~
™M
$ 6.0
¥
4,0 /?1
W o /29 86
g 2'% l : 8 N A3 14
T s 2\4,{3
o0l . .I- - .I.l i .....l[l Lot . l] 1N 1. - 1
20 30 40 - 8o 60 70 80 g0 100 110 120 130 140",
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Data Files /chem/HP19760,1i/14feb20,b/db0892_lib,.d Page 15
Date ¢ 20~-FEB-2014 16313
Client ID; H3011 Instrument: HP19760,1i
Sample Infoi H30113736665031303SAMPLES:}
Volume Injected (ulL>$ 1,0 Operatort jmg00346
Column phaset J&W DB-5MS Column diameter; ¢,18
+ Library Search Compound Match CAS Number Library Entry Quality Formula’ Weight
Oxirane, ethenyl- 930-22-3 NISTOBa, 1 626 @ C4H60 70 \
Diethylamine, 2,27-dichloro- 334-22-8 NISTOSa, 1 18177 38 C4HIC12H 141
Acetonitrile, dichlorofluoro- 353-82-2 HIST05a, 1 11290 9 C2C12FN 127
M . . I ) i
16.0 Sean 772 (6,036 min) of dbo892_lib,.d (Suglg:pcted) (SCALED) ‘J .
" (N
6 : z/\{\
§ 6.0 \)\l\{\
]
X
<
o 40 /42 :
) 6
£ 2o : L
z 34\ 104-\ 40
0.0 II. s ||||||. I |||| . 1 1 1o -r/l
20 30 40 50 ‘60 7¢ / . 8% 90 100 110 120 130 140
: m/z . !
10,0 30~ Entry #5626, Oxirane, ethenyl- (from NIST¢5a,l1> (SCQL_ED)
8.0
o )
8 6.0 /2 /l/\/b
u "
~
3% 27
[} . /
. 2 3
£ 2.0 8 AN ;
3 ; 0 v - 71
0.0-"”----- .||| 1. .|| .. ..-Il.u../.‘ |!/ . . . -
20 30 40 6O 60 C70 80 920 100 110 120 130 140
n/z . i
16.0 Entry #18177, Diethylamine, 2,2’-dichloro- (From\NggTOSa.l) (SCALED)
8,0 ’Q
”~
& /\/\
? o Y ,
«
&
4'0' - /63
L)
]
E 2,0 /7 e "N\ 06 141 '
5 [N 0 12 445
0,01 ./1 ||||| .-l.l..|||l...|......|I.... Ao 1/6 ol el °\ . RIS
20 30 40 50 - 60 70 2 80 20 100 110 120 130 140
: Y% 4 -
10.0 Entr‘la #11290, -Acetonitrile, dichlorofluoro- (;Egp NISTO0Sa,1> (SCALED)>
8,01
)
$ 6,01
b
X
~
o0 . (
g 2,04 3'1 7 /66 % « (
z 2 AN /8 Yallt /% 8 - AL A08 127 29
0,04 ./1 P P TR T 1. . L. .1, 2\. . il ./.. / \ /.
20 30 ‘40 50 - 60 70 80 90 100 110 120 130 140
'z - :
.
‘Digitally -signed.by: Andrew
.Target“3.5 esignature:user.ID:
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Data File: /chem/HP19760,1/14feb20,b /db0892_lib.d

‘Date : 20-FEB-2014 16313
Client ID$ H3011
Sample Infoi H30113736665031303SAMPLES S

Volume I_nJected ul>: 1.0

Instrument$ HP1976¢, 1

Operators jmgo0346

Page 16

Column phaset Jil DB-6MS Columnh diametert ¢,18
Libraég Searoh Compound Match CAS Number Library Entry Quality Formula He.ight
Propancic acid, 2-chloro-, methyl ester 17639-93-9 NISTOBa,l 9148 C4H70102 122
Ethane, i-chloro-2-hitro- 625-47-8 NISTOBa,1 5377 7 C2H4C1ND2 109
Ethane, 1-chloro-2-nitro- (CAS)> $$ 2-NIT 625-47-8 WILEY275,1 9376 37 C2H4C1NO2 109
Scan 854 (6,514 min) of db0892_lib.d (Subtracted) (SCALED)
10,0 \) 146
Wi
b 6
“ AN
d
X 9
~ 4.0 AN
g 6
$ 2._0 5 l 110\ /.1? I s
0,0/ TN L Y | ..n” I..ln |l||| ceatiih, [T |I . Y P l_.n l ) l,:.
20 - 30 40 50 60 70 100 110 -.120 140 150
, m{z
i 10,0 Entry #9448, Propan.o_i; _ac"i dkggo'hloro;,_ methyl estler- (from NISTOBa,1)> (SCALED
8,0
”~ -
9
5 6401 o
3] .
: . X
» 4,04 / .
£ 43\ 5 87
S 2,0 5 5\ - 3
= ; /' | I 9\ I /9 122\
0,04 .1, A ll-l.. veaaiatales vl T P ...rl.l.. . R .
20 30 40 50 60 70 80 20 100 110 120 130 140 150
- m/z
1'0‘01 ; Entry #3377, Ethane ,‘&gghloro-Z*nitro-' (from NISTOSa,1> (SCALED)
8,0
”~
%)
L 6.0 "~ \/
S .
X 27
T 4.0 4 )(
n
£ 2.0
Q . 61
z AN 74 9 0?
O.OJ 1 “l ! .|||||| |||| 1 ||||7- .../ 3\. . / . .
20 - 50 60 "0 . 80 90 100 119 120 130 140° 150
. n/z -
10.0 Entrg #9376, Ethane, 1-chloro-2-nj tr%— (CAS> $$% 2-NITROETHYL- CHLORIDE 4% 2-Chloronitroethan
0,04 . .
8,0 !
- .
m
S 6.0 P (>/ )(
s .
X 27
T a0 /
2
‘z% 2,04
76
0,0 | . ||,|.| .III, .//
" 3o 40 50 60 70 80 %0 100 110 120 130 140 1150
— /2 : :
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Target compound, do not

Data File¢ /chem/HP19760,1/14feb20,b/db0B892_1ib,d

report. ajs00193 O3/Of/2014

Page 17
Date : 20-FEB-2014 16:13 !
‘Client ID: HZO11 Instrument$ HP19760.1
Saiple Info: H30113736665031503SAMPLES ¢
Volume Injected (ulL>$ 1,0 Operator: jmgd0346
Column phaset J&W DB-BMS Column diameter: 0,18
Library Search Compound Match CAsS Nunbel; Library Entry Quality Formula Weight
Cyolohexanemethanol, 4-methyl-, trans- 3937-49-3 NISTo5a, 1 12246 @ C8H160 128
Cyclohexanemethanol, 4-methyl-, trans- ¢ 3937-49-3 WILEY275.1 19674 2 C8H1&0 128
CYCLOHERTANEMETHANOL - 0=00-0 WILEY275,1 19733 27 C8H160 128
10.0 Soamgﬁsa (6,713 min) of db0892_lib.d (Subtracted> (SCALED)
. 8,0
7
5 /7
& 6.04.
v 9 9! 17
7 4,0 ‘ 6\
[} /41
4 10
§ 20 | [ N .
o,oJ ol .||I| el |y : i
20 30 40 50 80 90 100 . 110 120 130 140 150- 169 170 180
. [ule 3 :
: Entry #12246 Cyo!ohexanemethanol, 4-methyl—-, trans- (from NISTOBa,l1> (SCALED>
10,0 55~
8,91 )[yq‘(]/)L’f ,/r/\.
i3
$ 6,04 .
2. 97
= 4,0 4 1\ o \
£ .0 2\ 6 N
2 11
QU] P
" o,0d I i .|| || .l ||| C | i N — .
20 30 40 5¢ 60 70- 80 90 100 110 120 130 140, 150 160 170 180
. n’z - .
16,0 - Entry #19674, Csclo@ggnenethanol, 4-methyl-, trans- (CAS) $$ TRANS-1-METHAHOL-4-METHYLCYCL
8,0
f
& 6.0 !
-
o]
o 40 7
o 81
£ 27 ){ N ?
5 2.0 / N | A
0,0 . | 1 ||] l || ) ] } ] . ]
20 30 40 50 60 70 80" 230 100 110 120 130 140 150 160 170 180
. m/z
Entry #19733, CYCLOHEPTANEMETHANOL '(from WILEY276.1> (SCALED?
10,0 u\55
8,0
]
$ 6.0 7
3
X 2
) 81 /e
£ 2.0 l
j |
0,0 || [ i “ . ! —_— . .
20 30 40 50 14 70 80 P 100 110 120 130 140 150 160 170 180
m/z
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3

Data File$ /chem/HP19760,1i/14feb20,b/db0892_lib.d Page 18

Date 3 20-FEB-2014 163113 )

Client ID$ H3014 Instrumenty HP19769,i

Sample Infop H3011:736665031303SAMPLE:s S

Volume Injected (uL)>$ 1,0 Operator jmg00346

Column phasei JiK DB-BMS Column diameter: 0,18

Library Search Compound Matoh CAS Number .Library .Entry Quality Formula . Weight
' Cyoclopentasiloxane, decamethyl- 541-02-6 NiSTOSa.l 161016 20 C10H30068i5° 370 -

Cyclopentasiloxane, decamethyl- (CAS) $$ 544-02-6 WILEY275.1 221486 72 C10H3005Si5 370

Pentasiloxare, 1,1,3,3,5,5,7,7,9,9-decam 995-83-6 NISTOGa,1 166039 38 C10H32048i5 356

Scan 1005 (7,395 min) of db0892_lib,d (Subtracted)> (SCALED)
10,0 737 .
8,0 \ \o ‘Je/e
-~
™
S 6.0 ( O
E 4,0
. 26
—gr - N LN
2,91 //74 .
2 : 15 17 93 223 *a
o.oJ 1 I I : \ 9\. 1 . / « I . i
' 40 60 - 80 100 120 140 160 190/ 200 220 240 260 280 300 320 340 360
: n/z
1'000. 33~ Entry #161016, Cyclopentasiloxane, deocamethyl- (from NISTOSa,l) (SCALED>
8.0
%
$ 6.0
L5
R 257\
. 4.0}
2,04
E 45\ 7 13 15 19 07 249\ 281 32
ool n o b TN N O TN N
490 (] 80 100 120 140 160 . 180 200 220 '240 260 280 300 320
n’z
10.0 ’Ent;g/3221486, Cyclopentasiloxane, decamethyl- (CAS) 4% Dimethylsiloxane pentamer $4 DECAME
. )
8,0 \
~ 39!
™M
£ 6.0l 267\ ™
-
&
" 4,0
=
£ 7
5 2,0
2 - 198\ 207 LN
[} OJ | ) " 11 He ' hl . 1 In
. v —— T T —— . T
40 60 89 100 120 140 160 18“)/ 200 220 240 260 280 300 320 340 360
m/z : :
10.6 E73:5 ﬂ155039, Pentasiloxane, 1,1,3,3,5,%5,7,7,9, 9-decamethyl— (PrmagusTOSa.l) (SCALED)
e.oT
(o) 13 281
6,04 L . .
3 N
Y 4.0 _ A : /4
g “4 —f s —- S e e L 20A - e ) 1
2,0 4 . - - . "
s 2 5\ | 10 191\ | 237\' . I | | . 325\
0,04 A R (T P T | N RO OO | U SO Y || A 1 ||. : Ill. o
40 -] 80 100 120 440 160 183 200 220 240 *  260. 280 300 320 340- 360
ne'z .

10
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Data File: /chem/HP19760.i/14feb20,.b/db0892_lib.d ' Page 19
Date t. 20-FEB-2014 16313 -
Client ID$ H3011 . Instruments HP19760.1i
Sample ‘Info$ H30113736666031303SAMPLE: 3
Volume Injected (uLd>: 1,0 Operatort ,jmgd0346
Column phase$ J&W DB-5MS Column diametert 0,18
Library Search Compodnd Match CAS Number Library " Entry Quality Formula Weight
4,7-Hethano-1H-indene, 3a,4,7,7a-tetrahy 77-73-6 NIST¢Ba, 1 13662 27 C10H12 132
2-Phenylbicyclol2,2,1]hepta-2,5-diene $% 74437-39-1  WILEY275,1 53973 . 38 C13H12 168
Bicyclo[2,2,11hept-5~en—-2-0l 13080-90-5 NISTOS5a,l 5687 30 C7H100 110
Scan 1079 (7,826 min) of db0892_lib,d (Subtracted> (SCALED>
10,0, ¢ * 166"
8.0 Vasd (/
~ A ]
; \
g 6° N
z
4,0
-
E [3
’ 12
2.0
3 . 0 I l /82 | | /_03 9\ /.36 0
0.0 [T .|||I.|... ullll. ..IIIII TRTTarrr i 1| | A .l-l. [P I||.
20 30 40 50 60 70 80 y 90 100 . 110 120 130 . 140 150 160 17¢
m/z .
10.0 Entry #13652, 4,7-Hethasno- H-indene, 3a,4,7,7a-tetrahydro- (from NIST05a,1> (SCALED>
.
8,0
o
S 6.0 )(
d
Z
4,04
-
g 13
2,0 7
2 N I | Ve N 103, EEN A
0,0d_.. .I .||| T || T R TR Ll . I..
20 60 60 70 8¢ 20 100 110 120 130 140 150 160 170
n/z
Entry #53973, 2-Phenylbicyclol2.2,1]hepta-2,5-diene ¢ Bi clo[2 2.11hepta-2,5-diene, 2-phe
10,0 Y iRty [&6 P i ° it 166
B ,
8,0
[
§ 6.0 X
o
X
¥ 4.0 10
B N
£ . 91
§ 2.0 AN
0,04 . | |
20 30 40 50, 60 70 80 y 90 100 110 = 120 130 140 150 160 170
m/z .
Entry #5687, Bigyglolz.z.1Jhapt-5-en-2-ol (from NIST0S5a,1) (SCALED>
10,04 66~
8,0/ - '\(
~ .
e
s 6,04
]
x
-
- 4.0
g
c 39
5 20 ye Wadd N
0,0 nlln. TR [ 11 |
20 30 40 5¢ 60 70 80 90 100 110 120 130 140 . 150 160 170
. n'z :
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Data File: /chem/HP19760,1i/14feb20,.b /db0892_lib.d
Date : 20-FEB-2014 16313

Client ID$ H304i1 ) '
Sample Infoi H3011$736665031}0;§AHPLE;3;
Volume Injected Cul)¢ 1,0

Column phaset J&W DB-5MS

Column diameters

Libfarg Search Compound Match CAS Number Library
1H-Pyrazole, 1-methyl- (CAS) $$ 1-Methyl 930-36-9 WILEY276,1
2¢iH)-Pyridinone, S-chloro-3-hydroxy- 53233-89-9 NISTOSZa,l
1,2-Diazaspiro(2,5)octane 185-79-5 NISTOBa, 1

Operator: jmg00346

Instrument: HP19760,i

Page 20
0.18
Entry Quality Formula . Weight
2324 @ C4HéN2 82
20804 62 CSH4CINO2 145
6121 38 CeH12N2 112

10,0 Scan 1094 <72913 min) of db0892_lik, d (Subtracted) (SCALED> &:)
*
] 148,
anlbnow
~
9
S 6.0
b
o
4,0 9 47
? : 52 /ﬁ_ EENG Py ¢
E 2.0' - 6
I ‘ L1 |
0,0 1 l 11 "'l ' 111 | .
20 30 49 ‘50 - 60 70 /BO 20 100 110 © 120 130 140 150
. Nz
! Entry #2324, H-Pgrazole, 1-meth91- (CAS) '$¢ %a’gthylpgrazole % Pyrazole, 1-methyl- (from
10,0 8
8,0 //54
() 4a\
$ 6.0
X
o 40 5
E .. N ;
32 || : /P
1| |
20 30 70 80 20 100 110 . 120 130 . 140 150
MAZ
: Entr 020504, 2¢1HY~Pyridinone, B-chloro-3-hydroxy- (from NIST0Ga,1> (SCALED)
10,6. Y i Y Y 145
8.0 V/
~~
? X
3 6.0 Y
X 5
T 40 ™
g 8
§ 2.0 /28 A7
o .
0.0l 5\..“,-1. NI NTPIeY, L 1 1 P T T PP T T el ||l/9 \ ||I|. ./. .
20 30 40 50 60 70° /eo 90 ) 100 110 . 120 130 140 150
L n/z
10.0 Entrg #6121, 1 2—D;azasp1ro(2 5)oetane (from’ NISTOSa.l) (SCALED)
L: O
8,0 N . .
7
) /° g
4 6.0 3(
1 :
X
Y 4.0 1
L~ - e 2|2} _ 3
3 - g - - R S O
- | I
0.0 1l l | ||. I|| N 1 || A1,
20 30 40 5 = 60 o 1oo 110 120 130 140 150
m/z
Dlgltally ] gned by Andrew Strebe Ton 03/01/2014 at 21?10

Target 3 5 e51gnature uservID

a3500193
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Data File: /chem/HP13760,1/14fek20,b/db0892_lib,d o . Page 21

Date ¢
Client
Sample
Volume

Column

20-FEB-2014 16113

ID: H3o11

Info: H30113736665031303SAHPLES 3
Injected (ULt 1,0

phases JuH DB-HS

Library Searoch Compound Match

2,6-Dichloro-4-fluorophenol
Benzene, 1,2,4-trifluoro-5-nitro-
1,2,4-Trifluoro-5-nitrobenzene (CAS> $¢

Instrument: HP19760.1

Operator: jmg00346
Column diameteri 0,18

CAS Mumber Library Entry Quality Formula Weight
392-71-2. NIST¢Ba,l ' 43383 743 C6H3C12F0 1680
2105-61-5 = NIST¢Ba,l 41094 . 12 C6H2F 3ND2 177

2106-61-5 WILEY275,1 61116 12 CéH2F3N02 177

Scan 1136 (8,152 min) of db0892_lib.d (Subtracted) (SCALED)>

19,0, 180~
1
8,0 /B
)
s 6.0
o
X o 116\
- 13
12 2,0 g2 U\ N /
é . 3\ | Vi I | l | /151 /160
0,0 PO I [T IR T || Loall ol .| i bl il ol ”I v il [N N JR
_ 30 40 50 60 70 ,BO 10/0 110 120 130 140 150 160 170 . 180
kS [LTd 4 N o - -
. Entry #43383, 2,6~Dichloro-4-fluorophencl (From NISTOEa.!) (SCALED> -
10,0 180"
6‘§g W Y
? 60 |
g N .,/ .
L 40 4\ .
"
2,04 46
5 * /31 4 /-"»8 72\ 3 /119 l /1 5
0,04 .. . TN B\I SPSURYTTE [70 NTPRT FYSIN [UORRY! | YOO l.u/:’. I I|| RPTITEN . ul.. i, : . R
30 40 60 60 70 '80 20 100 110 120 12¢ 140 160 , 160 170 180
Nz -
10.0 Entry #41094, Benzearie, 1,2,4-trifluoro-5-nitro~ (from NISTOBa, 1) (SCALED>
*
8,0
» 1..77
$ 6.0 A N
e X
4,0
i | N -
£ 1 =
g 290 /46 e N ° , 161\
0.0 T ”. || |.. || e e e b e L i
) 30 40 50 90 160 110 120 130 140 15¢ 160 17¢ ~ 180
n/z.
10,0 Entry #61115, 1,2,4- Trxf‘luoréo-5—mtrobenzene (CAS)> %% Benzene, 1,2, 4-trxf-‘1uoro-5—mtro- +4
8.0
[ 177 )(
L 6.0 “ s AN
., N
3 ‘ N
1
5 20 e 2 161,
0,01 I [ | 1 | I 1 1 L

30 40 . 50 60 . 70 80

30 100 110 120 130 ‘140 15¢ 160 170 © 180
N/Z .
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Da,t.a'- Files /-chem/HF'is?GO . 1/14Pehé0 b/db0892_1ib,d Page 22
Date § 20-FEB-2014 1_‘::13

Client IID: H3011 Instrument: HP19760.1

Sample Info: H3011:736665031:03SAMPLE:

Volume Injected C(uL>: 1,9 Operator: jmg00346

Co l‘umn phase$ J&W DB-5MS Column diameter: 0,18

Library Search Conﬁound Match CAS Number Library Entr;u Quality Formula Weight .
3-Butenenitrile, 3-chloro- : 21031-46-9  NISTOBa,l " 3933 @ C4H4CIN ~ 101
Bicyclof2,2.1)hept-S-ene-2-carboxylic ac - 120-74-1 ~ NISToBa,l 16807 7 C8H1002 128
2-Norbkornen-5-ol, formate 1000142-75-9 NIST05a, 1 16733 47 C8H1002 138

Scan 1141 (8,187 min) of db0892_lib,d (Subtracted? (SCALED)

10,0, ' 165"}
/66'
8,0 \(\ '
~
™
P e ON
k] .
(s}
-~ 4.0 _ 1 1\
= K
£ Lo N REAN :
2 +01 /40 l . . 2 | /"31 (]
o.oJ lia.. .7-|.||'|..-'.. ol ool D 1 II...... N N 'l,l: )
: 20 30 40 ‘80 T 60 o 70 80 . 90 100 110 120 130 140 150 160 170
. . e m/z
16 ° Entry #3933, 3~ ut.%nenit'.rile, 3-chloro- (from NISTOBa,l) (SCALED)
8.0
~
< 6.0
Py +V9 .
¥ /% 101 '
‘o N X’
3 HAN 3
5 2.0 H N R .
. O
0,04 |||- ' | 1 H l. |.l ||. et I|I| [T . 8\ 5 .an./. —
20 70 80 20 100 110 120 130 140 150 160 170
n/z
Entrg #16807, Bibyclo[2.‘&%Jhept-s—ene-z—carboxslic acid (from NISTOSa,1> (SCALED)
10,0, 6
8.0
3
s 6.0 >/
Lol
=
40 )(
]
£ 2,0 39
g <. 77 1
$ e/ A / Ve 04 19 I a3
0,0 oo . .'.|J|.... NI .I L. a. b L . /l /1 I./.
20 30 40 50 60 70 80 /90 100 110 120 130 140 150 160 170
LV 4
Ei "#16733, 2-Norb: -5-0l, £ te (f NISTOSa,
10,9 ntry #16733, Z\E%r% orhen—-5-—ol I.or‘ma e (from Sa.l) (SCALED>
2,0 { :
~
[x]
s 6.0 )
o
X
A d
g_z o - T e - T T T o 0 T
2 = Ny 3N LN 79 S 138
0,0 ; n [ et s Ll lod o I ' !,
20 30 49 50 60 70 80 - /90 “400 110 120 130 140 150 160 170
R N’z
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Data File: /ohem/HP19760,1/14f6b20,b/db0892_1ib,d o  Page 23
Date 3 20-FEB-2014 16313

Client ID: H3011 Instrument HP19760,1
Sample Infot H30143736665031303SAMPLES 3
Volume Injected C(ul)$ 1,0 Operatori jmgo0346 )
Column phase: J&W DB-6MS - Column diameteri 0,18 ' : ) N
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
4 ,65-BROMOACETYLBENZOCYCLOBUTENE $% Bicyo 63506-25-2 WILEY276,1 109601 ' CA10H9BrO 224
Bicyclol2.2,1lhept—2-ene (CAS)> $$ Norbor 498-66-8 WILEY27S,.1 4874 A C7H10 24
4C-METHYLTRICYCLO(5,2,1,0%2,6>DEC-8-EN-3 68304-00-7 WILEY2785,1 62819 43 C12H180 178
Soan 1291 (9,062 min) of db0892_lib.d (Subtracted)> (SCALED)
10,0 66n_ \ 211
. 2¢
8,0 : . N
~ . .
$ 6.0 ’ 1 . K)\ ‘1\ Y\
o ©. .
¥ /e - 10
7 4,04 - N ;
g 2.0 ' 117 29 17 78 8
s |l||| ll\/l/“’ A |l
0.0 l ||| o il |||||Il| |||h i b i il i ih
30 40 70 110 420 130 440 150 460 170 180 190 200 210 220
] Mz .
10.0 Entry #109601, 4,5-BROMOACETYLBENZOCYCLOBUTENE $$% Bicyclo[4,2,0loota-1, 3 5, 7—tetraene, 3-br' 209
.
8,0
~
Y
s 6.0
]
S
~ 4.0
n
E 2,04 . ‘ l
0.04 . v v v _ B . . | . th.
30 40 50 60 70 80 90 160 110 120 130 140 150 160 170 180 190 200 21¢° 220
Nz
10.0 Entry #4874, Bic 6clo[2.2.1lhept.—2-ene (CAS) $% Norbornene $% Norcamphene $$% Norfenchene $%
8,0
) _
$ 6.0
R sl
x
-
- 4o
: .
c 27 7
2,9
s ST N 91\ e
0,04 | [ [T ol |||
30 40 50 60 70 80 90 160 140 4120 130 4140 4150 160 470 480 190 200 210 220
mn/z .
10.0 Entry #62319,{CG-sHETHYLTRICYCLO(5.2.1.0!2,6)DEC—8-EN-3R-HETHRNOL 4% 4,7-MHethano-1H-indene-1
. e -
8.0 \
~ -
™
§ 6,0
%
~
4,0
—
g 111\
2.9 14 47
52 5\ /1 178\ /179
0,0 il L. 1 | . '
30 40 50 60 70 80 20 100 110 123 130 140 1%0 160 170 180 190 200 210 220
- n'z_ . . - )

Target 3 5 es:.gnatur use
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Data Fi i_e ¢ /chem/HP19760, 1/14feb20,b/db0892_1ib,d

Page 24
Date 3 20-FEB-2014 16313
Client IDg H3011- Instrument: HP19760,i
Sample Infoi H30113736665031303SAMPLEs
Yolume Injeoted <(uld>: 1,0 Dpergtor: Jmg0346
Column phaset JtW DB-BMS Column diameteri 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
Sulfur monochloride 10026-67-9 NISTOGa,1 ) 14872 ‘3’8 clas2 134
Sulfur chloride (S2C12) (CAS) $$ Chlorsc 10025-67-9 WILEY275,1 23509 38 Cl2s2 134
2,4,6-TRICHLOROPHENOL-D2 0-00-0 WILEY275,1 79827 C6HD2C130 198
Scan 1392 (9,650 min) of db0892_lib.d (Subtracted)> (SCALED>
10,04 . Q\es : 198
8.0
~
™
:3 . 6,04 134\
6!
Y a0 N
Fi
- 4 16
£ 2,0 S 7 A0 AT SN e
: ol bl I I
-0.0 [T |-'|-|. . .||,|”| I. hl“ll.. |I|||||.-.-In...|| | . ul li.. clies 1 | ||- fa . -I.n. (AN . ) ' 1Y
4¢ 5B 60 70 100 110 420 130 440 150 160 170 480 130 200
: INAZ
\ Entry #14872, Sulfur_monochloride (from NISTOBa,1> (SCALED)
10,0 ~99
8,04 . 13
"~ 4\
S 6.0
o DV 4
4,0
- . /32
£ 2.0 ]
z 39
0.0 | 1 I|L ot . |/1
40 50 60 70 80 9% 100 110 120 130 140 160 160 170 180 190 200
mnz
10.0 Entry #23509, Sulfur chloride (Sﬂ:l{)\;gl:ﬂS) $$ Chlorschwefel $% Chlorosulfane $$ Sulfur chl
+$
8,0 13
[
§ 6,04
L)
X
~
Y 40
7
35
; 2,04 / ) /‘ 38
0.0/ I ] II | A . — l
40 50 70 80 9% 100 110 120 130 140 150 160 190 200
. n'z -
Entry #79827, 2,4,6-TRICHLOROPHENOL-D2 (from WILEY275,1> ¢(SCALED)
10,0 198"
B.OJ - . 13 l 0 Sg/
) J 4\,:l , @/
:?' 6.0 J . . \) g -
: 64 : : )
< 4.0 Vais /* : 162, ‘
bt I el R - — . _ J .
£ 2.0] T A e T I S
2 /1 | —|--— .
0,0 | 'I|' K - ||I
40 50 60 70 80 20 - 4100 110 120 130 140 150 160 170 180 190 200
n'z

Dlgltally 51gned by AndreW~J Strebel on: 03/01/2014 at 21: 10

Target 3. 5 es1gnature user ID

a3500193

N
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Data ) File: /chem/HP19760,1/14feb20,b/db0892_lib.d Page 25
Date @ 20-FEB-2014 16313 i

Client ID: H3011 Instrument? H.P19?60. i

Sample Info: H30113736665031303SAMPLES S

Volume Injeoted (uL>: 1,0 Operator: ,jmg00346

Column phase$ J&W DB-BMS ’ ’ Column diameteri 0,18

Li br;ara Search Compound Match . CAS Number Library Entry Quality Formula Weight
2-bromo—7,l 7-dichlorocyclol4,1,0lheptan 113035-97-5 WILEY275,1 127168 91 C7H9BrCl12 242
3-bromo—4,5-dimethoxystyrene $$ Benzene, 5293-42-% WILEY275,1 . 127258 58 C10H11Br02 242
4,5-dideuterio~2,3~dibromothiophene : 137040-63-2 MWILEY275,1 126221 63 C4D2Br2s 242

Scan 1634 (10,478 min> of db0892_lib,d (Subtracted) (SCﬁLED)

10,04 " 2447
8,0- /9‘3 _/
~
2 60 >3,
3 . ’\)
T 4.0 N
34
7 Ve 160\ »
g 2,04 ’ 4\ /‘30 /122 | 162\ /.82 /206 216 k48
0,04 ||I|| ulllli1 |||||||Iu||||||l| (11 I i, |||I 1 ] | 1111 Ml st
50 60 70 80 90 100 110 120 130 140 150 4160 170 4180 190 200 210 220 230 240 250
n’z .
1050 Ent.ry ﬂ127158, 2—bromo-? 7-dlchloroogclo[4 1,0Jheptan (From WILEY275, 1) (SCALED> 244
o . yLr ‘S
- )
™ YA
S 6.0 S '6 W l
X d .
T 4w 4
3 M
5 2,0 .
z
0.0 ilhl..
50 60 70 80 a0 100 110 120 130 140 - 150 460 4170 4180 190 200 210 220 230 240 250
N’z
10.0 Entry #127258, 3-| bromo-4 S-dimethoxystyrene $¢$ Benzene, 1—br‘omo—5-ethen91-2 3-dimethoxy—~ $¢ 244,
8,01
i
$ 6,04
o
o .
~
o 4.0
[]
€
é 2,04
0,04 . : .. H
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250
[,V 4
Entry #125221, 4,5-dideuterio-2,3-dibromothiophene (from WILEY275,1> (SCRLED)
10,0 ) 244"
8,04
]
4
5 6.0 /
ki g
¥ 4,0 155\
g 2,0 '|
z
0,01 . .
50 60 70 80 210 220 230 240 25¢

90 100 410 120 130 140 450 160 170 180 190 200
. T A
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‘ .

File : /chem/HP19760.i/14feb20a.b/db0910 lib.d -
Operator : ceb05247 -
Acquired : 21-FEB-2014 00:28

Instrument : HP19760.1 ]

Sample Name: H3021;7366654;1;0;SAMPLE; ;;

Misc Info : 14050WAB;WL13166;;1040;1000;0;db0902;13166;
Vial Number: 11 b . ]

MS HP Chemsgat ion

.
: i .
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1.5 i s
: ] hd q
- i A h*]
1.4 : S q a
- - o o
: 2 g 3
. 8l c )
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1.0 e
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R i o N
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. 0.9 | & g o
b . & v
o N —_ o
— - P 5
50.5-_ 5 =
M g :
. a
0,7- -
0.6
0.5
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Q0.3- E
: o
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[] . . N
)g 1\“! | ' IS
) IR | I N TR RPN - i
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Time (Min) : -
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¢

Data File: /chem/HP19760.i/14feb20a.b/db0910_1lib.d Page 1
Report Date: 0l1-Mar-2014 21:21 :

Lancaster Labs

Data file : /chem/HP19760.i/14feb20a.b/db0910 lib.d

Lab Smp Id: 7366654 . , Client Smp ID: H3021
Inj Date : 21-FEB-2014 00:28 - ‘
Operator : ceb05247 ' Inst ID: HP19760.1

Smp Info : H3021;7366654;1;0;SAMPLE;;;
Misc Info : 14050WAB;WL13166;;1040;1000;0;db0902;13166;

Comment : Max. number of TICs to report is 50, 6 TICs were found initially.
Method : /chem/HP19760.i/14feb20a.b/8270_WVA_lib.m '

Meth Date : 01-Mar-2014 21:20 ajs00193 Quant Type: ISTD

Cal Date : 11-FEB-2014 17:36 Cal File: db0387.d

Als bottle: 11 _

Dil Factor: 1.00000 ’

Integrator: Falcon . Compound Sublist: house_1lib-376.sub
Target Version: 3.50

Processing Host: d26cs01

Concentration Formula: Amt * DF * Uf * Vt/ (Vo) * Cpndvariable

Name Value Description
DF 1.00000 Dilution Factor
uf 1.00000 ng unit correction factor
vt 1000.00000 volume of final extract (uL)
Vo 1040.00000 Volume-of sample extracted (mL)
Cpnd Variable Local Compound Variable
ISTD RT AREA AMOUNT
* 21 1,4-Dichlorobenzene-d4 6.101 9796;3{ 10.000
* 48 Naphthalene-ds 8.059 1265819 10.000
CONCENTRATIONS QUANT
RT AREA ON-COL({ng/ul) FINAL{ ug/L} QUAL LIBRAR_Y LIB ENTRY CPND #
Methane, bromodichloro- CAS #: 75-27-4
1.729 267465 2.73030720 2.62529 91 NISTO5a.1l 31325 21
2, 2-dimethoxybutane CAS #: 0-00-0
2,423 215781 2.,20271317 2.11799 74 WILEY275.1 14183 21

~Target' 3.5 esignature, User.ID: aj

Freedom_0006097_0166



‘Cyclohexanamethanol 7 4zmet thxl":’”

_ Data Flle. /chem/HP19760.1/14feb20a. b/db0910 11b d Page 2
Report Date: 01- Mar 2014 21:21

CONCENTRATIONS ' QUANT

RT " AREA ON-COL{ng/ul)  FINAL( ug/L) QUAL LIBRARY LIB ENTRY CPND # .
Methane, dibromochloro- (CAS) $$ Methane CAS #:.124-48-1.
3.128 80382 0.82054775 0.78898 98 WILEY275.1 50360 21
Decane ' ) CAS #: 124-18-5 .
5.903 167545 1.71031898 1.64453 91 NISTO5a.1l 15488 21

Target combound.
Do not report.
ajs00193 03/02/2014

IO TEL T34 909 T 1377 17,06 95T THE2 R

Cyclopentasiloxane, decamethyl- (CAS) $$ . CAS #: 541-02-6
7.395 77844 0.61497322 0.59132 87 WILEY275.1- 221485 48

:Dlgltally 31gned by Andrew Ju Strebel on 03/01/2014‘at 21 24
fTarget 3_5 e51gnature user - 500
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Data Files /chem/HP19760.1/44feb20a,b/db0940_lib,d Page 3
Date 3 21-FEB-2014 00328 ' '
Client IDi H3021 Instrumentt HP19760,i

Sample Info: H30213736666431303SAHPLESS S

Volume Injeoted (ul>3 1,0 ‘ Operator: ceb05247
Column phase: JaW DB-BMS . Column diameter: 0,18
Library Search Cor;npound Match ) , , CAS Number Library . 'éntra Quality Formula Weight
Hethane, bromodiohloro- . 76-27-4 NISTO5a,1 31326 NI CHBrC12 162
Methane, bromodichloro- (CAS) $$ Bromodi 75-27-4 WILEY278.1° 46490 ’ 9 CHBrC12 162
Ethane, 1,2,2-trichloro-1,1-difluoro- 364-21-2 NISTOBa,1 35126 78 C2HC13F2 168
16.6 ] Scan 33 ¢1,729 min), of db0910_lib.d (Subtracted) (SCRL§D>
8,0
o
& 6.0
o
X
~/
o 4.0
[]
s
2,0 /4 81
5 ’ AN r EEN N a3
0,04__ IIII L1 ||I. 1.1, ) . I .
30 40 50 60 70 80 20 100 110 120 130 . 140 150 160 170
Entry #31325, Methane, bromodichloro- (from NIST0Ba,1) (SCALED)
19,0; 837
8,0/ :
5
» ° /
S 6.0
2
_ 4.0
n
[ 47
8 ' 12
é 2,04 \l /4 9\
0.0 N ||I || Joe . : |||
. 30 40 50 60 70 80 - 90 100 110 120 130 140 160 160 176
n/z :
10.0 Entry #46490, Methane, bromodichlorg— (CAS> $$ Bromodichloromethane $$% Bromodichoromethane
*
8,0
5
8 /°
$ 6.0
o
R
~ 4,0
[}
£ : 47
§ 2.0 N 8 129
0,0/ | Ill | I || ) | l-l ’ .
30 40 50 60 70 80 20 100 110 120 130 140 150 160 170
. n'z ‘
Entry #35125, Ethane, 1,2,32;trichloro-i,1—diPluoro— (from NISTOS5a,l> (SCALED>
10,0 . 8
8,0
o~
%]
& 6.0
X
A4
. 4.0
g 31
5 2,04 Ve 47\ 0 /67
z 14 51 159\ 74
0,041 | lu. .|.|||l. ROTTITOTTIRN ITPRPUTTIT] I I . . 9\/1 .|.w|f>
3 40 80 6 = 70 80 90 100 110 120 130 140 = 180 160 170
i N’z .
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Data File? /chon/HP_iB?GO',1/14Peb20a.b/db0910_1ib.d Page 4
Date § 21-FEB-2014 00328
Client ID$ H3021 Instrument: HP19760,1i
Sample Info: H302137366654:1303SAMPLE:::
Yolume Injected (ulL>: 1.0 Operator: ceb05247
Column phaset M DB-BMS Column diametert 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
2,2-dimethoxybutane % 0-00-0, WILEY276,1° 14183 @) C6H1402 118 .
‘2,2-Dimethoxybutane 3453-929-4 NISTOSa. 1 0553 64 CéH1402 118
Methanethioamide, N,N-dimethyl- 758-16~7 NISTO5a,1 2143 42 ‘C3H?NS 89
Scan 152 (2.423 min) of db0210_lib,d (Subtracted) (SCALED>
10.01 o : 87" —~—89
8.0
[
6.0 3 5 :
T 4.0
] .
£ 7 10
2,94
g i /5 71\ 3\
0,0 [l 1l | | | NEREN |
15 20 25 20 35 40 45° 60 55 o0 5 70 75 80 85 90 25 100 105
n'z
: Entru #14183, 2,2-dimethoxybutane (from WILEY275, l) (SCALED)
19,0 877
; 55\ /99
. 8.0 /” v v4
: o / v
5 6.0
: o
3 5 / :
T 4.0 27 4 / / / g
3 7
5 2,0 9 10!
2 | Ve N
0.0 ' | | HITRT I
15 20 25 30 35 40 46 50 85 60 65 70 75 80 85 90 95 100 105
Nz
Entry #8553, 2,2-Dimethoxybutane (f NISTO5a,1> ¢(SCALED)
10,0 ntry , _'_,'_43 ime o;t;\u an.e rom . a7~ /69
8,0
B 2 / /
<° 6,04 9\ /
4,0 4
" ™ '
S B
& 2.9 : 71, 10
: i | | N R
0,01 ] ) 1 | 1 l Lt 1.7 gl b, [
15 20 25 30 3B 40 45 B0 55 60 63 70 75 80 86 90 95 100 108
n/z .
16.0- Entry ﬂ2143,. Methanethioamide, N,N-dimethyl- (from NIST0S5a.l> (SCALED) .’ ~go .
8,04 4
- i
IX)
:o_‘ 6,0
X 3
< 4
A X2 N N
— - g — P y :
£ i R e .
5 2.00 15 - 5 = 7&; ST - o
\ 3 8 S 9 4 82
o.oJ l _ Y.I./ 1l /4 6\ /5 /G ||.. \.l 1.
15 20 25 30 3/ 40 45 o €0 7o 80 €5 90 95 100 105
m(z

Dlgltally 51gned by Andrew J"Strebelfon 03/01/2014‘at 21: 24
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Data File: /chem/HP19769,1/14feb20a,b/db0910_lib,d . . Page 5§
Date i 21-FEB-2014 00128 -
Client IDg H3021 Instrument: HP19760.1
Sample Info: H302137366654 31$0$Snﬁi;LE3 134 R
Volume Injected (uL>$ 1,0 Operatort ceb06247

Column phase$ J&W DB-6MS Column diameter: 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
Methane, dibromochloro— (CAS) $$ Methane 124-48-1 WILEY275,1 90360 28 CHBr2C1 206
Methane, dibromechloro— - 124-48-1 N1ST0Sa, 1 61862 %26 CHBrzCl 206
Bromoohloronitromethane 135631-26-8 NISTOBa.l 38766 50 CHBrC1NO2 173
10.0 Scan 273 ¢3.128 min) of db0%10_lib,d (Sub a%téed) (SCALED)
' ' 127
8.0 , AN
()
s 6,0
3 .
. 4409 79\
[ 8 1
g8
5 2,0 4 /° - | 208\ 10
: u . X
0,0 1} l||| : 1 N
20 30 40 .50 69 70 100 /110 120 130 140 150 160 170 180 190 200 210
.l 4 .
Entry #90360, Hethane, dibromoohloro~ (CAS) %% Hethane, djbromochloro- ¢6CI,, 9CI> (CAS)> %%
10,0 129) ’
8,01
B
S 6,01
X
¥ 4,01 .
E 49\ /-31
£ .
2,01 .
g ' I 175\ 209\(10
0,01 . ||l |||| . L il
20 30 40 50 60 bl 100 110 120 130 140 150 160 170 180 190 200 210
n/'z
Entry #61862, Methane, dikromochloro- (from {IﬂS.TOSa.D C¢SCALED) -
10,0 ) 29
127
8.9 N
~
Y
s 6.04
o
X
~ .
o %01
[}
E 8 79
z8 2.9 3' 35 /4 3 / 16 17 209\ 12
A e L | NN R
0,04d..¢ || i i A (1] —_— Al s ceil KRN
20 30 4 60 70 - 100 410 120 130 140 150 160 170 180 190 200 210
: N moz
' Entrg #38756, Bromochloromtromethane (from NIST0S5a,l1) (SCALED>
10,04 1297 i
8,04
~
m B
s 6,0
13
4,0
—
]
£ 2,0
g & 4 £ N
0,0 w1l . 1.1 |t 111 .
20 30 40 50 60 70 80 90 100 /110 120 130 140 150 4160 170 180 120 200 210
: mlz :

Freedom_0006097_0170



n’'z

Data Files /chen/HP19760, i/14feb20a,b/db0910_11b,.d Page 6
Date $ 24-FEB-2014 00328
Client ID$ H3021 Instrument: HP19760.,1 -~
. Sample Info: H302137366654:1303SAMPLES: S
Volume Injected, (uL>: 1,0 Operator$ ceb05247
Column phasei J&W DB-BMS Column diameter: 0,18
I;ibrarg Search Compound Match CAS Number Library, Entry Quality Formula lnléight
Decane ) 124-18-5 NISTOGa,1 © 18488 91 . C10H22" 142
Decane (CAS) $$ n-Decane $$% Isodecane $% 424-18-5 WILEY275,1 30014 91 C10H22 142
DECANE ' 0-00-% WILEY278,1 -30102 91 C10H22 . 142
Scan 749 (5.&?|5 min) of db0910_lib,d (Subtracted> (SCALED>
10.07 7
3
8,0 /4
~
g 6,0
. 74
¥ AN
'
= 4,01 Ny
& ' .
¢
é 2,01 || | ’ /36 /99 /113 ﬁ42
0,0 | ) N | L ' I ' il 1) |
20 "30 40 50 60 70 ./ g0 = 9% 100 110 120 130 140
. mez -
Ent| 18488, D (from NISTOBa,1> (SCALED)
10,0 . g A16468, Decane o
8,01 '/ .
B .
s 6,01,
X /71
- 40 LN
g 2o s ]
g 9 14
z ¢ /_5 I | | I ﬁs I 9\ /-13 N3
0,04 A1, ..I| ! T | N 11 1 Ll 1 il I
20 30 40 60 60 70 80 90 1100 110 120 130 140
: m’z
'10 ° Entry it30<>1.4,4 Decane (CAS) $$ n-Decane $$ Isodecane $$% n-C10H22 $$ UN 2247 (from WILEY275,1
«vy
8.0 SN
3
s 6.0
o
X
¥ 4,0]
a0 ik
£ /27 8 ‘
G 2.0
z I . ) 99\ ‘42
0.0l ] ” L Al Il 1" \
20 30 40 50 69 .. 70 ) 80 20 100 110 120 130 140
: . Y 4 : :
" Entry #30102, DECANE (from WILEY275.1> (SCALED)
10,0 ~az oY RS
8,0
~
b . .
$ 6.0 .
¥ 7
- 400 ~ N
18 .. 2 i) ST R S 14
& 2, . 9 Y s e— -
2 | B/ A3 : 2}?;3
0.0 _ _ I I ] I L 1 ] il }
20 30 40 50 60 70 B8O 20 100 110 120 130 140
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Target compound, do not. report. ajs00193 03/02/2014
Data File: /chem/HP19760,1i/14feb20a,b/db0%10 lib,d Page 7
Date 3 21-FEB-2014 00120
Client ID: H3021 Instrument: HP19760,1
Sample Infoi H30213736666431303SAMPLES S
Volume Injeoted <ulL)>$ 1,0 ' Operator: ceb0b247
Column phase$ J&W DB-BMS Column diameterd 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula Height
Cyclohexanemethanol, 4-methyl-, trans— 3937-49-3  HISTOBa,l 12246 (ss /-‘ C8H160 128
Cyclohexanemethanol, 4-methyl-, trans- ¢ - 3937-49-3 HILEY275,1 19674 C8Hie0 i28
Cyclohexanemethanol, 2-methyl- (CAS> $% 2106-40-0 WILEY275,1 19672 64 C8H1i60 128
: . |
. Scan 887 (6,707 min) of db0910_lib.d (Subtracted) (SCALED?
10,0 55 )
8,0
[
$ 6.0 N
«
X 81\
. 409
] 1 8
g 2,0 / ; /6 10
z . i N l l 3 @s
0,0- 41, L [ la s il o [
20 30 40 50 [ - 7% 8¢ 9¢ 100 110
_ . 7 N - -
100 Entry #12245, Caolohexanenesi;haﬁnol, 4-methyl—-, trans- (from NIST¢Ba,l> (SCALED> :
+ 99 N\
8.0 . m (: "' \
5 it
§ 6,01
-~
7
4,0
! 2 4 N ” /
é 2,01 s N l 3 N 58 . ‘ O
0,04 ¢ .l].l ,ir ;‘l. ,..l}ll 3 ..l]l: . '.1l|~ 3\. ‘l 1 .I./r-
20 3¢ 40 . B¢ &0 70 8¢ 9 100 110
. : - . Az
16.0 Entry #19674, Cyclohexanemethanol, 4-@%\9!-, trans- (CAS) $$% TRANS-1-METHANOL-4-METHYLCYCL
* VT - .
8,0 N
~ !
~
$ 6.0
o
<
o %o /7
[] . a1,
[ 27 68, \
é 2,0 / /69 1 | 110\
0.0 I 1 | l | ) l ‘ 1 |
. ’ 20 30 40 5¢ [ 7 80 %% 100 11¢
: n'z .
10.0: Entry #19672, Cyclohexanemethanol, Z-Qgggl- (CAS> $% 2-METHYL~4-HYDROXYHETHYL-CYCLOHEXANE
8.0 7
. /
S 6.0
*
3
= 4,04 /31 .
67 11
£ 2.0 AN /° ~
© e | l | | |
0,04 ] l . R I 11 | .
20 3¢ 40 - 80 [ .70 80 20 © 100 110
.74 4
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Data Filet /chem/HP19760,1/14feb20a,b/db0910_1ik.d Page 8
Date :._'21-F'EB—2014 00128 . o

Client 1D3 H302L " Instrument? HP19760,%

Sample Infot H3021$736665431303SAMPLES s 3

"Volume Injeoted (uL>3 1,0 Operatori ceb0B247
Column phaset J&H DB-EMS - Column diameter: 0,18
Library Search Compound. Hatoh CAS Number Libr‘ars Entr‘g Quality Formula Weight
Cgclopentasil_oxane, decamethyl- (CAS> $% B41-02-6 WILEY275,1 221486 87v 910H3005Si5 370 .
Cyclopentasiloxane, decamethyl- 544i-02-6 NISTOSa, 1 161016 - B3 C40H3005545 - 370
1,3-BIS(TRIHETHYLSILYLDXY)-Z—TRI_HETH‘!’LSI 0=00-0 WILEY279.1 266988 . 38 C24HS1NOGSi6 673
: Scan 1006 (7,395 min) of db0910_lib.d (Subtracted> (SCALED> ’
10,04 737 : -
8.04 - I W
~ . .
™ .
£ 60 C 0\ |
IR : , _
4.0 261 -
= , , AN : 365
£ .
15 21 7 13 18 17 93 223 32 8
z ) .
. | Ve N N A V% N ﬁ
0,0d ,' 1 I R — ST . ~ . the i X ' I
40 60 80 100 4120 i40 160 . 180 200 220 240 260 280 300 320 340 360
n/z -
10.0 Ent;g)ZZMBS, ‘Cyclopentasiloxane, decamethyl- (CAS) $% Dimethylsiloxane pentamer $% DECAME
8,04 o
~ .
2 6.0
g 267
g | N
" 4,04 . .
Té ' ) 355\
§ 2,0 74 7
2 M /193 /223 32
0,04 ‘ | | - I ' ' : ihe e 3\ . " Il-
40 60 8¢ 10¢ 120 1490 160 180 200 220 240 260 280 300 320 340 360
- Ut 3
oo —_ Entry *161016, Cyclopentasiloxane, decamethyl- (from NISTOGa,1)> (SCALED
8,0
~
%
& 6.0
] .
12 4w 2
0 R
€
é 2,0 45\ //97 133\. 154\ 193\ 207 249\ 281 323\
0,04 ol L. II ee o et -  n e / * e Hloae .,..h .// . - o
40 60 8¢ 100 120 140 160 :.aofz 200 220 240 260 - 280 ° 300 320
m/z -
10.0 Entry266938, 1, 3-BIS(TRIHETHYLSILYLD)(?)-z-TRIHETH\‘LSILYLAﬂIHO—3—[3',4'-BIS(TRIHETHYLSXLYL
8.0} ¢
~
<I") 6.0 35!
<o *
¥ ™
-
~ 4.0
g 2,0 91\ _—1;7\—‘ LT T T - -~ 2a4: - - -
z 17 93 218 26 T@se |- — - -
L N AE S NN
0.0 A i n L 1 : ‘ . . 1
40 60 80 10¢ 120 140 160 19;} 200 220 240 260 2\ 300 320 340 360
F 4
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File

Operator
Acquired
Instrument
Sample Name: H4011;7370723;1;0;SAMPLE;;;

Misc Info : 14052WAN;WL13463;;1051;1000;0;dbl1026;13166;

Vial Number;

/chem/HP19760.i/14feb23.b/dbl042_1lib.d
ceb05247

24-FEB-2014 02:20

HP19760.1

Y (x10%6)

5

5.
5.
S.

o

NNNMNNNNN'P"A.&

.6

+
22
o

2-Fluorophenol

1.4-Dichlorobenzene-d4

Ft-M-1-CHMcistrans

©
°
0
@
c
[
=
®
v}
G
J

MS HP ChemStation

2.4,6-Tribromophenol

Acenaphthene-d10

|

- Phenanthrene-d1i0
E=—————————Pyrene-d10

10

——
11 12 13 14
Time (Min)

19

o= Perylene-d12
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Data File:

Report Date:

Data file

Lab Smp Id:

Inj Date
Operator
Smp Info
Misc Info
Comment
Method
Meth Date
Cal Date

Als bottle:

Dil Factor:
Integrator:

' Target Version:

/chem/HP19760.1i/14feb23.b/db1042_1ib.d

Page 1
.02-Mar-2014 12:48 j

Lancaster Labs

/Chem/HP19760 i/14feb23.b/db1042_ lib.d

7370723 Cllent Smp ID: H4011
24-FEB-2014 02:20 :
ceb05247 Inst ID: HP19760.1 -

H4011;7370723;1;0;SAMPLE; ;;

14052WAN; WL13463,,1051 1000;0; db1026 13166;

Max. number of TICs to report is 50, 14 TICs were found initially.
/chem/HP19760.1/14feb23.b/8270_WVA_ llb m

02-Mar-2014 12:40 ajs00193 Quant Type ISTD

11-FEB-2014 17:36 Cal File: db0387.d

22 ~

1.00000

Falcon Compound Sublist: house_lib-376.sub

3.50

Processing Host: d26c¢s01

Concentration Formula: Amt * DF * Uf * Vt/ (Vo) * Cpndvariable

Value Description
1.00000 Dilution Factor
1.00000 ng unit correction factor
1000.00000 Volume of final extract (uL)
1051.00000 Volume of sample extracted (mL)

Local Compound Variable

RT AMOUNT
* 21 1,4-Dichlorobenzene-d4 6.089 967725 10.000
* 48 Naphthalene-ds 8.042 1466976 10.000
* 83 Acenaphthene-dl0 10.845 12860898 10.000
CONCENTRATIONS QUANT
AREA ON-COL(ng/ul) FINAL( ug/L) QUAL . LIBRARY  LIB ENTRY

Methane,

1.694 66653

bromodichloro-

‘CAS #: 75-27-4

0.68875634 0.65533 90 NISTQ5a.1l 21
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Data File: /chem/HP19760.i/14feb23.b/db1042_1ib;d i : - Page 2
Report Date: 02-Mar-2014 12:48 '

CONCENTRATIONS ' QUANT

- RT, AREA ON-COL(ng/ul) FINAL{ ug/L} QUAL LIBRARY LIB ENTRY . CPND # B
1-Butene, 2-chloro-3-methyl- CAS #: 17773-64-7
1.846 202588 2.09344443 ) 1.99185 50 NISTO5a.1 4733 21 (ML)
1,1-Dimethyl-3-chloropropancl 3 CAS #: 1985-88-2
3.262 23112033 238,828465 227.23926 74 NISTO5a.l 9464 21
. v \}
Butane, 2,3-dichloro-2-methyl- CAS #: 507-45-9 : !
3.484 2075668 21.4489364 20.40812 83 NISTO0S5a.l 17537 21
2-Butanol, 1,4-dichloro- CAS #: 2419-74-1 .
3.734 ' 313480 3.23934918 3.08215 25 NISTO5a.1 18643 21(L) '
Butane, 2,3-dimethoxy-2-methyl- CAS #: 74421-00-4
4.002 225336 2.32850970 2.21551 38 NISTO5a.l 13998 ’ 21(L) )
0-CHLOROPHENOL-D4 CAS #: 0-00-0
5.739 873501 9.02633179 8.58832 89 WILEY275.1 18902 21
Decane (CAS) $$ n-Decane $$ Isodecane $$ CAS #: 124-18-5
5.891 186933 1.93167332 1.83793 91 WILEY275.1 30015 21
Propanoic 'acid, 2-chloro-, methyl ester CAS #: ~17639-93-9
6.509 1204615 12.4479044 11.84386 35 NISTO0S5a.l 9448 ‘21
Cyclopentasiloxane, decamethyl- CAS #: 541-02-6 .
7.377 104653 0.71339175 0.67877 90 NISTO05a.1 ' 161016 48
4, 7-Methano-1H-indene, 3_a,4,7,7a-t:etrahy CAS #: 77-73-6 .
7.814 ©462611- 3.15349842 3.00047 43 NISTO5a.l 13652 . '—AB(L)
2,6-Dichloro-4-fluorophenol CAS #: 392-71-2
8.141 744165 5.07278266 4.82662 87 NISTO5a.1 43383 48
3-Butenenitrile, 3-chloro- ' CAS #: 21031-46-9
8.170 733044 4.99697124 4.75449 50 NIST0Sa.l 3933 48
Sulfur monochloride . CAS #: 10025-67-9

9.639 749797 5.83001326 5.54711 38 NISTO5a.1 14872 83 (L)

QC Flag Legend

M - Compound response manually integrated. o
L - Operator selected an alternate library search match.
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ilet /chem/HP19760,1i/14feb23,b/db1042_lib,d

' Data. F Page 3
Date $ 24-FEB-2014 02:20
Client ID$ H4011 Instrumentt HP19760, i
Sample Inf‘d: _H4011)73707232120;SRHPLE} 13
Volume Injected (ulL)>: 1,0 Operator: ceb05247
Column phase: JiW DB-BMS Column diameter: 0.18
Library Search Compound Match CAS Number Libkrary Entry Quality Formula ' Weight
Methane, bromodichloro- 75-27-4 ﬂISTQEa,l 31325. . 90. CHBrC12 - 162
Methane, bromodichloro- <cns> $$ Bromodi 75-27-4 WILEY278,1 46490 90 -CHBrCl12 162
Trichloromethane 67-66-3 NIST¢Ga,1 8712 72 CHC13 118.
) Scan 27 (1,694 min) of db1042_lib.d (Subtrfa&ged) (SCALED)
10,0 3
- 8.0
~ .
™
& 6,01
o
X .
L4 .
o 4.0 .
a
g 2,01 ' /4 . 1 12
zZ N _ | /9 N3
10,0 |||-_ | 1y ..I. L1 LS
20 30 40 © 60 70 80 ED) 100 110 120 130
. M/Z
) Entr*u #31326, Het.hane, br‘omodxchloro- (Fror;/l:uSTOSa.l) (SCALED)
10,90 C .
8.0 ’ :
. 1 ,I\/\ o5 /
™
$ 6.0] (- 4
¥
~
o 4.0 |
2 7
€
g 2.0 &/35 4 3 REAN
0,0 1. |||| Il dod ; |||
. 20 30 40 60 70 80 20 : _100 110 12¢ 130
n'z :
10.0 Entry #46490, Hethane, bromodichloro- (CAS) $% Bromodichlor methane 4% Bromodichoromethane
. 8,0 /05
9
§ 6,01
o
X
~
- 4.0J
[]
?
£ .
§ 21 5 4 . 123\
0.0l _ ! : ||~, _ | A " Iln
.20 30 40 - ]60 /?0 80 20 100 110 120 130
mez
10.0 Entr-g #8712, Tmchloromethane {from NISTO! a.l) (SCALED)’
8,0
~
e .
S 6.0]
d
X
-
~ 401
-2 e e — |
§ 201 /35 700 gé<" ST T s BTN -
0,0 / |... |||| 0\. | |'.|.' ' RN
20 30 60 720 80 20 100 110 120 130
NCZ,
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Data File: Zchem/HP19760,i/14feb23,b/dbl042_1ib,.d

Page 4

Date : 24-FEB-2014 02320
Client ID$ H4014 Instrumentt HP1976&0,i
Sample Info: H40113737072331303SAMPLE::
Volume Injected ulds 1,0 Operatort ceb05247
Column phase$ J&NW DB-5MS Column diameter 0;18
Library Search Compound Hatch CAS Number Librarg Entry Quality Formula Weight
1-Butene, 2—ohlqro—37methgli 17773-64-7 <ﬁ18T055.l 4733 50 CEHOC1 104
1-Butene, 2-(chloromethyl’- 23010-02-8 NIST¢OBa,l 4719 S CSHIC1 104
2-Butene, 2-chloro-3-methyl- 17773-65-8 NIST0Sa,l 4720 45 CSHIC1 104
}
Scan 63 (1,846 min) of dbl042_lib.d (Subtracted) (SCALED>
10,04 41 63— 74—
8.9 (/
;. on N
5 6.0 5
¥ 104
¥ 4,0 N -
Fi 78 /93
06
§ 2,0 : / ¢
: Inn 1]
0.0 i c b B |
24 28 32 36 40 44 43 52 56 60 m$4 68 72 7% 80 84 @88 92 96 100 104 108
- - . y 4 . _
Entry #4733, 1-Butene,. 2-chloro~3-methyl: (from NIST0Ba,1> (SCALED>
10,0 s ’ : _ ¥R e
8,0
~
S 6.0 % )Z 10
o . : 3
4,0
3 ¢ //27 )</ //39 u/’
S 2,0 3 N 6 78
B\ SN | VSN | ( 1\07
o0d 1111, . . i |I N ol il NP W L. A I e I
24 28 32 36 40- 44 48 B2 b6 60 64 68 72 '76 80 84 88 92 96 100 104 108
EQE:P #4719, 1-Butene, 2-(chloromethyl)- (from NISTO5a,1)> (SCALED)
10,0 1 ' 69
8,04 %
~
& .
$ 6.0 39\ /55 )(
9 27
Z 1
] 9
-3 - /e
§ 2.0 1 75 06
0,0 | |:.| .IIII | |||II| vl i | Ill-n o II
24 28 32 3o 40 44 48 62 66 60 64 68 . 72 76 80 84 88 92 9% 100 104 108
m’z
Entry #4720, 2-Butene, 2-chloro-3-methyl- (from NIST0Sa,1> (SCALED>
10.0 ) ; —69
8,0
(2
$ 6.0 : 3 10
: 4 X A
- 4,0 /27 39\ ) /9
g 51 06
g 20 AN 63 l _ /78 | |
o0l vl . L i || ||. 1 el Gl P, ol L
24 28 32 36 40 44 48 62 56 60 34 68 7 76 B0 84 88 92 96 . 100 . 104 108
_n/z . .
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Data File$ 7chem/HP19760.1/14Feb23.b/db1042_1ib.d Page B
Date ¢ 24-FEB-2014 02312¢
Client ID: H4011 Instrument: HP19760,i
Sample Info: H401137370723:1303SAMPLE::3
Volume Injected (ulL>: 4,0 Operator: ceb95247
Column phasei J&W DB-SMS Column diameter: 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
1,1-Dimethyl-~3~-chloropropanol 1985-88-2 NIST¢Ga,1 9464 @ C5H141C10 122
Acetamide (CAS) $% Ethanamide $% Acetic 60-~-35-5 WILEY275.1 589 42 - ‘C2HSNGC 59
2-Butanone, 3-hydroxy-3-methyl- (CAS) $¢ 116-22-0 WILEY275,1 7524 40 C5H1002 102
16.0 Scan 296 (3,262 min) of dil 42§lib.d (Subtracted) (SCALED)
. -
8,01
A
[x]
$ 6,0
X
w7 r
4,01
.§. - 107\
18 29 N 72 RN '
z 11
0,0/ .Il-l.....-.l.l...'l..l......'/ ...... e R ] 7llq\
‘15 20 25 30 35 55 1) 65 70 75 80 85 a0 25 100 105 110 -
____nez
Entry #9464, 1,1-Dimethyl-3-chlgropropanol (from NISTOBa,1> (SCALED)
10.0- ntry . 1. -] 59‘9‘ Prop .
8,0 AEaNy
~ /
™ . .
S 6.0 / /
-
g v
¥ 4.0J / 107
- 21 ' N
£ 20 / Ve
Q *
z /45 /60 91\ 5 |
0,0 || I I|III e ||l.' —t ./9 -|
15 20 25 30 35 40 ' 45 50 55 60 ‘65 70 75 80 85 20 98 100 105 110
. n'z .
16.0 Entry #589, Acetamide (CAS) $% Ethanami%e 4% Acetic acid amide ¢4 Methanecarboxamide %% Ace
.
4 1
8.0 a ‘
"
2 6.0 N X }(
S .
5
4,0 .
- L]
e
2 29 LN | I A0
0.0J : [ | 1 . | .
15 20 25 30 35 40 45 ° 50 . B% 63 &5 70 78 80 85 20 98 . 100* 105 110
: m/z
10.0 Entry H7524, 2-Butanone, 3-hydroxy-3—met.5h 1= (CAS> ¢ 3—Hydr~oxy—3—meth31—2-butanone (CAS)> ¢
.
‘8,0 %
~
™M 4
8 6,04
2 ”
,?.__‘:" .7 N
5§ 2.0 ~ I
z o S Ve 02
0,04 . | [ vall v | !
15 20 25 30 35 40 45 50 =13 63 65 70 75 80 85 20 95 100 105 110
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Data Files /chem/HP19760, 1/14Feb23,b/db1042_1ib.d . ' ' Page &
Date 1 24-FEB-2014 02320 _ '

Client ID: H4011 Instrument: HP19760,1

Sample Info: H40113737072331303SAMPLES S}

Volume Injected C(ulL>3 1,0 Operators cebo05247 -
Column phaset J&W DB-BMS Column diameters 0,18

Library Search Comiobund Match CAS Number Library : Entry -Quality Formula Weight

Butane, 2,3-dichloro-2-methyl- 507-48-9 NISTOBa; 1 17637 CBH10C12 = 140

Butane, 2,3-dichloro-2-methyl- (CAS) $¢ 507-45-9 WILEY275.1 27339 B3 C5H10C12 140

Propane, 2-chloro-2-nitro- (CRS)> $$ 2-Ch 6594-71-8 WILEY275,1 16050 33 C3HeC1NDZ 123

Scan 334 (3,484 mind 00;711»042_lib.d (Subtracted> (SCALED)>

10,0 -
8,0
i
:?‘ 6,04 /41
X .
< ' 79
. 4,01 /
£ : 3 - ' 10
2,0 3 .
g2 . /® / | /2 LRt N
0,04 ! I|.....|||.|||. ..|||.I.I.'I. co . e . ..I.I... . v .
30 40 50 60 70 g0 20 100 110 120 130 140
. .Mz o .
Entry #17537, Butane, 2,3-dichlogo-2-methyl- (from NIST0S5a,1> (SCALED)
(S
10,0 77
8,04 -
:':’ 41
3 > h / | -/ v
T 4.0 v \/
— . 6 .
E /27 g 9\ . / . 05 / v
2,0 5
W | | N o | SN N / A2 490
0,04_.1 il . aalddtl, ..,l.l.l.l.. :I-I-l.l.- 1. . . e |;|.' . .I.I. . tee - .
30 40 - 80 60 70 80 90 100 - 110 120 130 140
10.0 Entry #27339, Butane, 2,3-dichloro-2-meth3]§._§$n5) $$ 2,3-Dichloro-2-methylbutane $$ Amylen
. : -
8,0
A
%
9' 600
R 7
~ 4.0 N
£ Vil 53, 106,
(=] 2'0 63\ 9 N
Zz /G /-'-07 12
0,0 . 1 | . ' | ' | | ) . 5\.
30 40 50 60 70 80 90 100 110 12¢ . 130 140
. . . M’z - - _
10.0 Entry #16050, Propane, 2-chloro—2-nitro;7£l;n8) $$ 2-Chloro-2-nitropropane (from WILEY275,1)
.
8,0

Normal (x10°3)
>
o

30 40 50 60 70 80 20 100 110 . 120 130 140
. m/z

‘Strebel on’
380019
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Data Fileés /chem/HP19760,1/14feb23,b/db1042_lib,d -

Date § 24-FEB-2014 02320

Client ID; H4011

Sample Info: H40113737072331303SAMPLES S
 Volume Injected (uld: 1,0

Column phase: J&W DB-BMS

Library Search Compound Matoch

2-Butanocl, 1,4-dichloro-
Chlorodimethylethylsilane
7-0Oxabicyclol4,1,0)heptane, i-methyl-4-(

Page 7

Instrument: HP19760.1

Operator: ceb05247

Column diameter: 0,18
CAS Number Librérg Entry ‘Quality Fornula Weight
2419-74-1 . NISTOBa,l 18643 C4H8C120 142
€917-76-6 NISTOBa, 1 9416 32 CqH11C181 122
96-08-2" NISTOBa,l . 34788 A2 ‘CLoH1602 | 1e8

Scan 377 (3,734 min) of dbw\zalxb +d (Subtracted) (SCALED) '

10.0-‘ .
8.04 9 \\/
: : N U
[ /4
L 6,01
¥ A
Y 4.0 5
E' ) /7 07
b 2,01 e ) I l 125\ /127
o‘oJ |'|.I|-IIII| I..I|II|II o v v oot Il' | L |
: 20 30 40 80 20 100 110 120 130 140
. m’z
10,0 Entry #18643, 2-Butanol, 1,4-dichloro- (from NI T053a.1) (SCALED>
04
B.OW
)
5 &9 29
¥ e 79
N
4,0 /
- . Y
g SN Ny
2,0 5 l & ?7\ 106\
w 24 144
0,04 1 . .|||.|, el ..|I|.|.|.|.....I.|.. ..|..|I||||.. ccreca o dtl, RYTR , /. \
T 20 30 40 50 60 70 80 90 100 110 120 130 140
n'z
16,0 Entry #9414, Chlorodimethylethylsilane (from lelc;‘,?'l)' (SCALED)
8,0 ;
~
< 6.0l
3 6.0
x
< 2
= 4,0 59\ {\ . o
£
é 2.0 /27 4:"\ /63 /6 /l 122\
26
0,04 — sl .llnl-lll Ll ||.|||.I.....I.|.||I|.. .|||-..-I | .|||- | I -
20 30 40 50 [ 70 sy 80 90 100 12¢ 130 140
m/z
10,0 Entry #34755, 7- 0&13&'3(:10[4 «1.01heptane., 1-methgl—4-(2—methuloxxran31)- (from NISTOSa,1) ¢
.
8,04
~
M
2 6.0] )(
%
4.0 67 5
— !
g S SR PR N L NS NG A7
S 2.0 l : . I I 123\' -~ 1:’—‘7 — .
: ' 39
0,04 ll Jd ol I'll L |l|l|.- f.lfl”ll ”ll Ja Ll o |\|/.
20 30 40 ' 50 ¢ 160 70 80 20 100 110 120 130 140
N/Z

:48
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Data Files /chem/HP13760,i/44feb23,b/dbl042_lib,.d Page 8
Date § 24-FEB-2014 02320 .

Client 1D H4011 Instrument: HP19760.1

Sample Info: H40113737072331303SANPLE: 3

Volume Injected (ull>3 1,0 Operator} cebdb247

Column phaset JiW DB-BMS ~ Column diameter: ¢,18

Library Search Compound Haf’.ch‘. CAS KNumber Library -Entry Quality Formula Weight
Butane, 2,3-dimethoxy-2-methyl- 74421-00-4  NISTOEa,l 13998 C7H1602 132
Octanal, 7-methoxy-3,7-dimethyl- . 3613-30-7 HISTOGa.1 . 47288 42 Ci11H2202 186
Butane, 2,3-dimethoxy-2-methyl- (CAS) $% 74421-00—4  WILEY276,1 T 21984 38 C7Hi602 132

Scan 423 (4,002 n&%aaf-‘ db1042_libk.d (Subtracted> (SCALED)

10,04 )
8,04 . L v\)‘\)
5 | f‘b
s 6,0 E .
-« . R
X
~
4,0 :
- - -
i e ' '
g 20 I e N L NUNZ
0,0 .Il.l TR T l..l...l.". TR L . 1. . . . .
LoD 30 40 50 &0 70 8o 30 100 110 120 136 140 150 160 170
Az : .
10,0, Entry #13998, Butane?,a}3-dinethoxg-2-neth31-~(Fron.HlSTOSa.1) (SCéLED)
8,0
e
L 6.9 _ _
ks .
< .
. X2 ‘ 3 )( ,\/
: X |
£ 2,0 3 5 ’
$ Vd e N N BN SNy A8 A3
0,04 e RANS SEIPIR P Pt T R ol U M : ] .
20 30 40 60 &0 70 8 9% . 160 |, 110 120 130 140 160 160 170
- m/z NN . .
Entry #472%5, Octanal, 7-methoxy—-3,7-dimethyl- {(from NIST0Ga.1> (SCALED>
10,04 —~  ~73 .
8,0 '
:n'\ -
5 6,0 : .
L3
3 1 X
s .
~o40
g
5 2.0 41;
g Ce . 3 5
2 27 AN Ve 5 11 A2 37 15 17147
0,04 ’ 1ol 'y il VS IYIN S 1Y | O -;ln-l.. - ,.l.:..1 MR TTEY L. ) ‘e o
20 " 30 40 50 [ 70 8o | 3: 100 i1¢ 12¢ 130 | 440 15¢ 160 170
. . 1, .
10.0 Entry #21984, Butane, 2,3-dimethoxuy-2-methyl— (CAS) $$ ETHANE, 1,2-DIMETHOXY-1,1,2-TRIMETHY

8,0 .
() : )
$ 6.0 . /)/\/D
-
x
~ .
— 4.0 . {
]
£ 0 ‘( :
s 2 45\ 59\ 85\ 101\ 117\

0,0 f ' 11 I | I 1

20 30 40 50 60 7¢ 80 20 100 110 120 130 140 150 160 170
; : T 4 e : :

igned: by -Andrew J
esignature juser: ID
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Data File: /chem/HP19760, i'/14¢eb23.b/db1042_); ib,d

Date .3 24-FER-2014 02320

Client ID: H4011 Insirument: HP19760,1

Sample Info!l H4011$?370?23;1;0;SQHP-LE::,‘.

‘Yolume Injected CuL): 1,0 Operator: ccb05247

Column ‘phases -J&H DB-GMS : ©  Column diameter: 0,18

Librarg' Search Corpound Match ’ CAS Number Library. Entry Quality Formula Weight

Page 2

O—CHLDROPH_ENOL-M : Q=000 WILEY276.1 18902 8% - CoHD4Cl0 132
6-Chloro-2-heptene $$% 2-Heptene, 6-chlor 92632-28-¢ HILEY275,.1 21958 83 C7H413C1 132
(E)=3-chloro-2-hethyl-2-pentenal $$ 2-Pe 31357-76-3 WILEYZ276,1 21738 - .78 CeHIC10 132

10.90;
8.0
6,01
4,0

=2;o . /4°

" -Normal (x10°3)>

0,0 IH

Scan 721 ¢(5,732 min) of db1042_lib.d (Subtracted) (SCALED)

69'\

%
"™ 52\ /7 s?\‘;. N A%

T IS P ..I.'t'i! c.,-:lH!:... e t..’.‘”u

132~ .

40

45

5S¢ 55 €0 €5 70 75 80 -85 20 98 100 1058 110 145 120
- T4 4

125 136 4135

10,90,

4,0

2,04

Normal (x1073)

0.0

Entry #18202, O-CHLOROPHENOL-D4 <(from WILEYZ76.1> (SCALED)
AN 6 Oﬂ/

‘/8 /4.04‘

132

45

i ‘ I ,
50 BB 60 65 70 75 B0 g5 %0 95 100
n'z

{ 1 1
106 110 118 120

125 130 13§

io.o-
8.0
6.0
4,0

2,0

Normal (x10°3)

0,04

Entry #21985, G-Chloro-'z—hep'tene‘ 4% 2-Heptene, é-chloro-, (E)- (CAS) (from WILEYZ75.1)> (SCA

™32

45

50 55 60 65 70 73 86 86 90 98 400 408 410 415 420
: n/'z :

125 130 4135

Normal (x10~3)

Entry #21738, (E>-3-chloro-2-methyl-Z2-pentenal $$% 2-Pentenal, 3-chloro-2-methyl-, (E)- (fro

//97

Y L

‘.|./420 i

132~

5 55 60 68 76 73 80 85 90 95 400 108 110 415 420

125 130 135

‘Digitally signed by Andrew. J-

5. esignature use:
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" Data Files /chem/HP19760,i/14feb23,b/db1042_1ib,.d . Page 10
Date 3 24-FEB-2014 02320
Client ID: H4011 : Instrument; HP19760,i
Sample Info3 H40113737072331303SAMPLES S

Volume Injected CuL)>: 1,0 Operator$ ceb06247

Column phase$_ J&W DB-GMS Column diameteri 0,18

Library Search Compound Match CAS Number Library Entry Quality Formula Weight
Decane (CAS) $% n-Decane $% Isodecane 4 124-18-6 WILEY275,1 30015 | C10H22 142
DECANE . 0~00-0 WILEY279,1 30102 1 C10H22 142
Decane 124-18-6 NISToBa,1 18486 87 C10H22 - 142

Scan 747 (5,891 min) of db1042_lik.d (Subtraoted) (SCALED)
10,0, - 57 .

8,04
6,04 /71
4,0 : _ 5
. 70\ /9
. | | .
..|| 1 .| '
70 o - 20

Normal (x10+3)

NIE ¥ ) 1
100 110 120 130 140

. | N A3 2
0,0 RELEN ' I L _
20 . 40 50 60

. MOZ : . -
10' o Entry #30015, Decane (CAS) “\n%_I’Jeoane 48 Isodecane $$ n—-C10H22 $% UN 2247 (from WILEY275.1
*
8,04
A~
o]
s 6401
o
X 71 Y
: 4,0 7/ 85\
2
2.0 4.
] J l LN A3 N
0.0 | . || J 1 1l . |
20 30 40 50 60 .70 80 90 v 100 11¢ . 120 130 140
. Ve o -
Entry #30102, DECANE (from WILEY275,1)> (SCALED)
10,07 ~43 ¥ 7 . o .
8,0 N
~
2]
s 6.0
X 71
= 4.0.1 85\
£ .
g4 _ o | 97 3 3
0,0 B ) I | ' || v N
20 30 40 50 60 70 80 20 100 110 120 1320 140
. ) . n'z .
Entry #18486, Decane (from NIST05a,.l1> (SCALED>
10,0 43 ; 57\ .
8,0 -
~
? 6ol
& 6.0
¥
¥ 4,04 /71
v /29 8
f oo ™
+ 9 4
z 5 /53 I 9\ /113 1423 43
0.0 /. N ||| . |.| 1 ..Ill ..Il. AL i, L0 ) 2\4.:\
20 30 40 50 T80 70 80 920 100 110 120 130 140
) : mez 5 -
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Data Files /chem/HP19760,1i/14feb23,b/db1042_lib.d

Date § 24-FEB-2014 02320

Client ID; H4011 Instrument: HP19760,i

Sample Infoi H40113737072331303SAMPLES

VYolume Injected CuLd>$ 1,0 Operatort oeb05247

Column phase: J&W DB-5MS Column diameter; 0,18

Librars Séarch Compound Match CAS Number Library Entry Quality
Propanoic aciﬂ, Z-QHIOpo-, méthgl ester 17639-93-2 NISTOBa,l 9448 '(:;>-
SEC-BROMQBUTANE-41,1,1,2,3,3-D6 % 1,1,1, 63966-37-3 MWILEY275,1 23974

Bis( .beﬁa.-chloroethg]) sulfone 471-03-4 NIST05a,1 50083 23

Page 11
Formula Weight
‘C4H7C102 122
C4H3D6Br 142

C4HBC12028 190

Scan 853 (6,509 min) of dbi042_lib.d (Subtracted) (SCALED)

“Eit'.];z

10,0 146~
8.¢
6 /%
' 8 6.0
ks 8
1 //9
Y 4.0 2\
g N 12
5 2.0 - _ N
=] * 91
: " R PR Tl |
0.0 vl {nll Lnllhlllh..ul TP I P 18 VL AR YV NP i
20 30 40 50 6% 70 80 20 100 110 120 130 140 150
.. : Nz
10,01 Entry #9448, Propandic'éoid‘gégchloro—, methyl ester (from NISTOSa,1> (SCALED).
8.0
()
§ 6.0
o
E X
= 4,0 27
E 2.0 ‘ AN N 82
. 5 -
z . 79\\ //93 12
0,0 | ‘“-I.. ......lul.- -|..|.|.||..|II| 3 . [ . l...l.l.. 2\. .
’ 20 30 40 50 60 - 7¢ 80 20 100 116 120 130 140 150
nl'z
71(.) o, Entry #23974, SEC'BROHOB’UTQNEzi, ,1,2,3,3-D6 ¢ 1,4,1,2,3,3-HEXADEUTERO-2-BROMOBUTANE (from
40+
8,0
A
™
§ 6.0 )(//
o
S
- G0 4
]
€. 33 .
g 2.0 4 o0 1L A3
0,0 “ || ] || . (H | ' \ P .
20 30 40 50 60 70 ., ‘80 20 100 - 110 120 130 -140 150
n/z
Entry l50093, Bls( beta.-chlor‘oethyl) sulfone (from NISTO0Sa,l1)’ (SCFILED)
10,0 ~27 "63
8,0
A .
49
s 6'07 Y
o
R .
T 4.0
gi;-- e e e L S
] .0 ’ 9 - - . —
4 127
2 NN =N N \ /130
0,0 ! . [T | BT | |.| 1 . ‘e | 14vs
20 30 40 50 60 70 ne 80 20 100 119 120 130 140 180
z
48."
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Data Files /chem/HP19760.-i/14Fab23.b/db1042_1 ib,d - : ’ Page 12
Date $ 24~FEB-2014 02320

Client ID3 H4011 - Instrumlent.t HP19760,1

Sample Info: H40113:737072331:03SAMPLES 2 ,

Volume Injeoted (ulL>$: 1,0 Operatori ceb0b247

Column phase; J&MW DB-5MS ) Column diametery ¢,18
Library Search C::mpound Hatch CAS Number Libkrary Entry Quality Formula Weight
Cyolopentasiloxane, decamethyl- : ] ’ 541-02-6 NIST0Ba,1 - 161016 20 C10H30068i6 370
Cyclopentasiloxane, decamethyl- (CAS) ¢$. 5441-02-6 WILEY275,.1 221485 a0 C10H3005515 370
Benzeneethanamine, N-[({pentafluorophenyl 56429-85-1 N_ILE?2_75.1 265559 40 C24H26FBNO2S ¥275
Scan 1002 (7,377 min)> of dbl1042_lib.d (Subtraoted> (SCALED>
10,0 73 .
8.0 L .
B \ .
$ 6,04 .
5 e (0
X .
Y 4,0 : .
vy .
> . ' 267\
. 355\
5 2.99 59\ 11 19 207 254, 32
0.0 i ™\ e \ a \- L N |I|'
+0- » . v e 1 . . . (N ) [ ¥ . 3 b h . . o
40 60 80 100 120 140 160 190/ 200 220 240 260 280 300 320 340 360
| Yo 2
10,0 ~ 73~ Entry #161016, Cyclopentasiloxane, decamethyl- {(from NIST0Ba,l> (SCALED)
8,0{ ' - ' /
£ 6o
g . . : v LN
<> 267
4.0 N
2 % / |
E 291 o | 15 19 207 24 | 281 32
7 13 K ¢
0,04 5\1 | l /e ' 3\ 4\ . 3\ a 9\n | / 3\ :
. ] r ey oo a1, - K o ’ a1 e e 13 oy o P ) ’ 10 Se okl o Iolae o 8abae. .r. =) --In' 1l Tla- sonelilss [ o v o Fine :l- - be
40 60 80 400 120 140 160 180 200 220 240 260 ~ 280 300 320 340 360
, .Mz _ ;
10.0 Ent;y/‘OZZMBS, Cyclopentasiloxane, _de'camethgl- (CAS) $¢ Dimethylsiloxane pentamer 4% DECAME
8,01 ’ , , : -
® 60
g 267
K N
4,0 :
TE" ¢ 365\
L 2,0 . 74 _ :
s 2 L/ N9 e 323 7
0,0 | I | . - i [] ) [ lln II .. 1 L
40 60 80 100 120. 149 160 180/ 200 220 240 260 280 300 320 340 360
n/z ] .
10.0 Entry 1[,2\5;3559, Benzeneethanamine, N-[{pentafluorophenylimethylenel-.beta,,4~bisl(trimethyls
9,04
~
™M
& 6,04
E .
4,0 267
N N
§ 2 ol
=] » 20
z 17 269
I ! NN N X
. | (N ' . ds . . —r
40 60 . 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
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Page 13

Data Filet /chem/HP19760,1/14feb23,b/db1042_11ib.d
Date 3 24-FEB-2014 02320 '
c1 1en£ ID; H4011 Instrument: HP19760,1
Sample Infot H401i;7370723)130;SQMPLE;;:
‘Volume Injected tuLd: 1,0 Operator: ceb05247
Column pha§e: Jsd DB-BMS Column diametert 0,18
Library Search Compound Matoch CAS Number Library Entry Quality Formula Weight
4,7-Hethano-1H-indene, 3a,4,7,7a-tetrahy 77-73-6 . NISTOBa.l 13652 @ C10H12 132
(:I_.R,ZR)-Z-hut_:lr‘oxsbicgclo[Z.Z.i]hgpt—S-en 116697-44-0 WILEY275,1 27837 47 C8H1202 140
2-Norbornen-5-ol, formate 1000142-76-9 HISTOBa, 1 16733 46 C8H1002 138
Scan 1077 (7,814 min) of db1042_lib,d (Subtracted) (SCALED)
10,0 ' 1657
6 .
8.0 /*
~ . :
B ¢ A
3 6,0 101\
X
4,04 Y
'g 2N '
-200 N N ) 12
$ . 52\ l | 2 | 08 N A3 %o
0,04 IR I.I... ..Il l I, -.|| h, |||..7. T || R . . .I.l. [ | | 1M
20 30 40 50 160 70 80 90 100 110 120 - 130 140 150 160 170
Nz
10.0 Entry #13652, 4,7—Heth.36ho— H-indene,- 3a,4,7,7a-tetrahydro- (from NIST0Ba,1)-(SCALED)
W09 . ;
8,04
(Q .
$ 6.0 X
o
X .
- 4,04 >/
E : 3N Ys X(
2 .
é 2.0 26\ ¢ /7 N TN Ny 132 2
o.0d .. .. i I||| .. . V""I | TP | TRPOVOTES PYRURPO0 PPl 1T B . |./1
- 20 30 40 50 60 70 80 90 100 110 120 130 140 160 160 170
! n’z
) " Entry #27837, (1R,2R>72—hudroxg36icyclo[2.2.1]hept-5—ene—2—methanol 4% Bicyclol[2,2,1lhept-5-
10,04 3 .
8.0
~ .
]
$ 6.0
ot .
X
~
i X X
]
3 10
‘z% 2.0 /7 ™ 12 14
0.0 _ — || |||I| I: 2\ . 0\ .
20 30 40 50 690 70 80 , 90 100 110 12¢ 120 140 150 160 170
. : m’z — -
10.0- Entry #16733,662joi~h0r-nen—5—01, formate ‘(from NISTO5a,1> (SCALED) -~
8.0 ;
~
m
$ 6.0 X (
L)
!
~ 4.0
18~=- — — B T
§ 2.0 3 7 1 T T e - S
2 NN N J/ /? 2L
o0l .., o [ et o ] [ i 1}
20 30 40 80 ) 70 8o - ) 20 100 140 120 130 140 150 160 170
nez .
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Data File: /chem/HP19760,1/14feb23,b db1042_lib,.d Page 14
Date § 24-FEB-2014 02320
Client ID$ H4011 Instrument$ HP19760,1
Sample Info3 H40113737072331303SAMPLE: 3
Volume Injected (ulL>$ 1,0 Operatort ceb05247
Column phase$ J&W DB-BMS Column diametert 6,18
Library Search Compound Match CAS Number Library Entry Quality ’Fo'rmula Weight
. . . . )
2,6-Dichloro-4-fluorophencol 392-71~-2 NISTO5a,1 43383 87 C6H3C12F0 180
2-Fluoro—S-hydroxybenzotrifluoride 61721-07-14 NISTOBa.l 43467 14 C7H4F40 180
Benzene, 1,2,4-trichloro- (CAS) $% 1,2,4 120-82-1 WILEY276,1 63743 12 C6H3C13 . 18¢
Scan 1133 (8,141 min) of dbi¢42_lib.d (Subtracted> (SCALED>
10,04 : ¢ 180"
91\
8,04
-~
M
s 6401
bl 11,
X N
X /9 132\
g At N A3
2,0 5. 51 60
5, | ... ) | A )
0,0l i Fedeadle ol e, Wl okl ale. II. JRTIT I1 b, Lo 1o RIINN
30 4 . B0 | 60 70 - 80 20 100 T 110 130 140 150 160 176 180
. : M’z
Entry ﬁ43383, 2,6- Dlohloro—4-f-‘luor‘ophenol (from NISTOEa.l) (SCRLED) T
10,01 180~
8.0 Sg b /VQ/
0 .
6.0
g v
< 4,0
- 7] 14
N
o 2,04 {:] .
31 ?
z / 48\ /5 2\ /33 7 I /.1.19 1]
o 0d it e eey SO P TVUT OV TRURINT [ TEVUTINE | FHAONTRRaPRR VPRIt | | U . -I.. [T ; RIINN
: 30 40 50 60 70 80 a0 100 119 120 130 140 150 160 170 180
n'z
Entry #43467, 2-Fluoro-5-hydroxybenzotrifluoride (from NISTOBa,1> (SCALED) :
19,0 Y Y Y 08, 180~
8,0
3
3 6,0 )
X . ’ et
- G0 /69 /132
2 /7 53 o1,
§ 2.0 AN N 154, fe2
: byl I = | N
0,04 || "I 117 Il ‘e ||||I.I L i ds ||| wil L . .l R e A Il.- 1 |
30 70 80 20 100 110 12¢ 130 140 150 160 170 186
n’z
Entry #63743, Benzene, 1,2,4-trichloro- (CAS) $$ 1,2,4 TRICHLOROBENZENE $% 1,2,4- TRICHLORBE
10,0 180"
8,9
~
™
§ 6,0
X
S 40 N e+
2
5 2.0 9 45
$ B N Ve A9 A
0.0 : ! 1] I | 1 L1 I |
30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
_M/Z

Freedom_0006097_0188




Data Files /chem/HP19760,1i/14feb23,b dbl1042_lib,.d ' Page 18 -
Date 3™ 24-FEB-2014 02:20
Client 1ID; H4011 Instrument? HP19760, i
Sample Infoi H40113:737072331303:SAMPLE}:: -
Yolume Injected (ulL>$ 1,0 ' Operator: ceb05247
Column phase: J&W DB-6MS Column diameteri - 9.1§
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
3-Butenenitrile, 3~chloro- . 21031-46-9 NISTOBa,l1 3933 C4H4CIN 101
Bicyclo(2,2,1>hept~5-en—-2-one 694-98-4 NIST¢Ba.l 5245 : C7H80- 108°
Bicyclol2,2,1]lhept~2-ene, 5-propyl- 22094-80-0 NISTOBa,l 15271 49 C10H16 136
' Scan 1138 €(8,170 min) of db1042_lib.d (Subtracted) (SCALED)
10,04 66 . 165
8.0 u r\ A\
~
[
§ 6.0 .
] .
X 101
A2 4ee N 12
g ao RN e |
2 Vet | 2 » A8 Ve Ho
0,04 1T ||nlll ..' | |-.|II|I |||.|.'.'.|. N || [ VI il I',"' ., |||.
20 30 40 50 60 7() 80 ;30 7100 110 120 130 140 150 160 170
- m/z A
Entry #3933, 3-{€enemtm le, ‘3-chloro- (from NISTOBa,1) (SCALED) .
10,0 ©
B,0
:r3 6.0
s 6.
« 39
X /
[]
€ 3 y :
é 2,04 ‘ ’ 3\
8 04
0,04 .|||. Ll || I |-I||I.. e ||ll| | atlav, . B\. s ||./. - _ .
' 20 30 40 70 80 90 100 110 120 130 140 15¢ 160 17¢
. mrz
' 16,0, Entrg #5248, Gnsﬂ:,gclo(z +2,10hept-6-en—2-one (from NISTOGa,1)> (SCALED)
8,0
”~
™
L 6.0
] .
Z
2 ol X X
[]
£ 109\
5 2.0 3 7
R NS jaN |
0,04 ; N -ll.-.-| 1 . l | |||| le
20 30 40 80 60 70 80 .90 100 11¢ 1206 130 140 150 160 17¢
n/'z
10.6- Entry #15271, Bicyc Lgs‘?éz.i]hept-z-ene, 5-propgl- (from NISTO5a,1> (SCALED)
8.6 K
~ .
™ .
$ 6.0 )( )/
o
3
Z 4,04
' = e N o
§ 2o 7 3 L A 0 15 136\ /1 I )
0.0 ! oo BT IR ATUDRY | | [T T .\ /.
20 30 40 50 60 70 80 20 100 110 120 130 140 150 160 170
ez
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Data File: /chem/HP:|.9760..1/14Feb23.b/db1042_1ih.d P.age 16
Date : 24-FEB-2014 02320 ' ,
Client IDg H4011 Instrument$ HP19760,.i
Sample Infos H40113737072331303SAMPLE S 3 3
volume Injected C(uLd>: 1,0 Opelrator: ceb0b6247
Column phases J&W DB-BMS Column diameter$ 0,18
Library Search Compound Match CAS Number Library Eptr;y  Quality Formula Weight
Sulfur monochloride 10025-67-9 NIST¢S6a,l 14872 @ clas2 134
1,4-Dichlorophthalazine 4752-10-7 NISTOSa,l 56222 38 CBH4C12N2 198
Sulfur chloride (S2C12) (CAS)> $$ Chlorsc 10025-67-2 WILEY275,1 23509 38 clasz2 134
Scan 1390 (9,639 min) of dbi042_lib,.d (Subtracted> (SCALED) <
10,0 —99 L 198
A Y
8,0 M A \ ’
~
g 6,0 13 .
.
3 ™ >
4.0 36 .
a
4 73 ; 162\ :
2,0 64
E . AN ’ ’ I / AT AL \ Y _ .
0.0 Ll ||.I.|. Il || I.”“-. I|.II|I Lot | | I T l |I. . .l.l.. (I RN g
40 50 20 100 110 159 B 180 190 200
- MAZ
: Entry ﬂ14872, Sulfur_monochloride (from NISTOBa.l> (SCALED>
10,0 [~99 .
8,04 134\
£ 60
< v 4
2 /*
4,04
- 32
e -/
5 2,0
z | /139
0,0 | | dalld . ilole -I. .
50 69 70 80 PR 100 110 120 130 140 . 150 160 170 180 190 200
n’z -
Entry #56222, 1,4-Dichlorophthalazine (from NIST05a,1)> <(SCALED)
m.oW Y P o 196~
8.01
~
™
S 6.9
L)
X Y
4,0/
— 17
) 75 9 35 N v
£ 2.0 / N A% A
2 -7 | | A 03
44 ﬁ\
0,0 C l|| Ilu 1. .|| .. .l ...|I|| RTITPPRNY MIine /1 . .|..
40 € 70 80 2 100 110 120 130 140 180 160 170 180 190 200
m’z :
10,04 Entry #23509, Sulf-‘ur chloride (SZCIK‘;‘;.‘RS) Lad Chlorschwef‘el +* Chlorosulf-‘ane $$ Sulfur chl
.
8.0 13 I
) ™
™
$ 6.0
d
X
A d
40
g 35
é 2,0{ / 38
0.0 .| 1 || | AN I
40 50 60 70 80 20 100 110/ ‘120 130 140 150 160 17¢ 180 190 200
n’z
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File Lot
Operator :
Acquired
Instrument
Sample Name:
Misc Info
Vial Number:

I

|
/chem/HP19760.i/14feb23.b/db1030_lib.d
ceb05247 - o -
23-FEB-2014 21:24
HP19760.1
H4021;{7370727;1;0; SAMPLE; ; ;
14052WAM;WL13463;;1041;1000;0;db1022;13166;
11 ! .

5.4
‘.o
i
e
o
.
ae
36
3.4
v
e

2.6-

Y (x1076)

2.4
2.2%
2.0°
1.8

1.6-

MS HP ChemStation

2,4,6-Tribromophenol

Naphthalene-d8

1.4-Dichlorobenzene-d4

2-Flugrsphenol ™ —
Phenol-d6

= ——Acenaphthene-di0

hrene-d10

henant!

=—————— —Pyrene-d10

m—————  Perylene-di2

Time (Min)

13

——
14

-
']

20 a2

1 — [ 1 | NP | SN B
4 5 6 7 8 9 1o 11 12
| : .
|
\
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Data File: /chem/HP19760.i/14feb23.b/db1030_lib.d
Report Date:

Data file
Lab Smp Id:
Inj Date
Operator
Smp Info
Misc Info
Comment
Method
Meth Date. :
Cal Date :
Als bottle:
Dil Factor:
Integrator:

Target Version:

Page 1
02-Mar-2014 13:01

Lancaster Labs

/chem/HPlQ?GO.i/léfeb23.b/dleBO_lib.d

7370727 . . Client Smp ID: H4021
23-FEB-2014 21:24
ceb05247 Inst ID: HP19760.1

H4021;7370727;1;0;SAMPLE; ; ;.
14052WAM;WL13463;}1041;1000}0;db1022;13166;

Max. number of TICs to report is 50, 15 TICs were found initially.
/chem/HP19760.1/14feb23.b/8270_WVA_lib.m _

02-Mar-2014 12:40 ajs00193 Quant Type: ISTD .

11-FEB-2014 17:36 Cal File: db0387.d

11 :
1.00000
Falcon

Compound Sublist: house.lib-376.sub
3.50 :

Processing Host: d26cs01

Concentration Formula: Amt * DF * Uf * Vt/ (Vo) * CpndVariable

Value Description
1.00000 Dilution Factor
1.00000 ng unit correction factor
1000.00000 Volume of final extract (ul)
1041.00000 Volume of sample extracted (mL)

Local Compound Vafiable

RT AREA AMOUNT
* 21 1,4-Dichlorocbenzene-d4 6.089 956957 10.000
* 48 Naphthalene-ds 8.042 1463667 10.000
* 83 Acenaphthene-di1¢ 10.845 1281918 10.000
CONCENTRATIONS QUANT
AREA ON-COL({ng/ul} FINAL{ ug/L} QUAL LIBRARY ©  LIB ENTRY CPND #

Methane,

1.689 108581

bromodichloro-

CAS #: 75-27-4
NIST05a.1

1.13464431 1.08%%5 g0 31323 21

Freedom_0006097_0192



S,

.Data File:
‘Report Date: 02-Mar-2014 13:01
CéNCENTRATIONS
RT AREA ON-COL{ng/ul} FINAL{ ug/L}

QUANT

QUAL LIBRARY LIB ENTRY

/chem/HP19760 i/14feb23. b/db1030 1ib.d

1-Butene, 2-chloro-3-methyl- CAS #: 17773-64-7
1.858 142943 1.49372238 1.43489 25
CAS #:.1985-88-2

1,1-Dimethyl-3-chloropropancl .
NISTO0S5a.l 9464

3.251 20590728 215.168688 206.69422 83

Butane, 2,3-dichloro-2-methyl- CAS #: 507-45-9

3.478 1194156 12.4786742 11.58719 83 NIST0Sa.l 17537
2-Butanol, 1,4-dichloro- . CAS #: 2419-74-1

3.734 242104 2.529931390 2.4302% 25 NIST05a.1 18643
Butane, 2,3-dimethoxy-2-methyl-  CAS #: 74421-00-4

3.997 101682 1.06255828 1.02070 38. NISTO0S5a.l 13998
0 - CHLOROPHENOL -D4 _ CAS #: 0-00-0

5.739 851518 8.89817582 8.54771 89 WILEY275.1 18902
Decane CAS #: 124-18-5°

5.891 113699 1.18813407 1.14133 35 NISTO0Sa.l 18485
Propanoic acid, 2-chloro-, methyl ester CAS #: 17639%-93-9

6.509 12.0958436 11.61944 35

1157521 KISTO5a.l- 9448

Cyclohexanemat hanol; 4zmethyl 55 c 8 Sy T L IR B CAST #0393 T348T2
ST 6415 %07 SHe64 B ST TR 66 23@@5%@3 5;

h

Cyclopentasiloxane, decamethyl- CAS #: 541-02-6

7.383 63620 0.43465956 0.41754 30 NISTO5a.1 161016
4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy CAS #: 77-73-6

7.814 437114 2.98643214 2.86881 43 NISTOSa.l 13656
2,6-Dichloro-4-fluocrophenol CAS #: 392-71-2

8.141 674718 4.60977631 4.42821 48 NISTOS5a.l 43383
3-Butenenitrile, 3-chloro- CAS #: 21031-46-9

.8.170 709032 4.84421741 4.65342 50 NISTOS5a.l 3933
Sulfur monochloride CAS #: 10025-67-9

9.639 616881 4.81216957 4.62264 3g 14872

NISTO5a.l

QC Flag Legend

M - Compound response manually integrated.
_Operatorhselected an alternate llbrary search match

NISTOS5a.l 4733

G PRI B P 3 LU

- Page 2

21 (ML)

21

21

21

21

21

21

21

48

Target compound.

¥Z=W Do not report.

ajs00193 03/02/2014

48{L})

48 °

48

83{L}

Freedom_0006097_0193



Data File: /chem/HP19760.i/14feb23,b/dbi030_lib,d ’ : Page 3
Date ; 23-FEB-2014 21324

Client ID$ H4021 Instrument; HP19760.1

Sample Infop H4021373707273130:SAMPLE:s:

Volume Injected (uld>3 1,0 Operator: cebdB247
Column phaset J&W DB-BMS Column diameter! 0,18
Library Search Compound Match . CAS Number Library Entry Quality Formula Weight
Methane, bromodichloro- 75-27-4 HISTOBa,l 31323 % CHBrC12 162
Hethane, bromodichloro—- (CAS)> $% Bromodi 75-27-4 WILEY275,.1 46491 90 CHBrCl12 162
Trichloromethane 67-66-3 NISTOBa,1 8712 78 CHC13 118
10,01 Soan 26 (1,689 miq) of dbi030_lib.d (Subiracted) (SCALED
8,01
~
™
s 6,01
d
X
~7
4,04
w A7
g . .
2,0 ’
é ¢ 1 s RN 3
0.0 hl. illl.l [N 117
20 30 46 50 [ 70 8¢ 20 100 11¢ i2¢ 130 14¢ 150 160
Bz _ .
10.6 Entry #31323, Hethane, br-_ognd'chlom— (from NIST0Ba.l) (SCALED
.
8,0
B
s 6.0
-«
X
A4
4,0
K 4?\ y
£
§ 2.0 12 A2 :
$ 3 N l ! 11 AN 163 466
0,0 ./1 1oas hl Py .l Bats . (4\ s . .'.'.u 3\4\
20 30 40 50 60 7¢ 80 90 - 100 110 12¢ 13¢ 140 160 166
n/z .
10.0 Entry #46491, Hethane, bromodichloro— (CAS) #¢ Bromodichloromethane $4 Bromodichoromethane
404 83
8,04
~
(3]
& 6.9
o
R
o 401
] 47 )
€
§ 20 N A8 A7 A29
‘ : A . 164
0,0/ 1 ]' u! : lll ) . —_
20 30 40 5¢ 60 70 80 90 100 110 120 130 140 150 160
. msZ .
10.0 Entry #8712, Trichloromethane (from NIST0Ga,1> (SCALED)
B'OT
~
™
s 6,0
o
X
~
- 4.01
[ 47
£ 2.0 ' N
[=] . 3
2 3 N l 8 70 118\
0,0---/. boae .. . h! /5 - 7 [IfIAN m . .
20 30 4¢ 50 60 70 80 20 100 11¢ 12¢ 130 140 150 160
ne'z .

Freedom_0006097 0194



Data File: (éhem/HP19760.1/14Feb23.b/db1030_1ib.d Page 4 -
Date : 23-FEB-2014 21324

Client ID$ H4021 . Instrument: HPL9760.1

Sample Info$ H40213737072731303SAMPLESS

Volume'IhJected'(uL>: 1.¢ bperatar: oehb0b247

Column phase: J&W DB-BMS Column diameter: ©,18

Library Search Compound Hatch CAS Number Library -Entry Quality Formula Weight .
1-Butene, 2-chloro-3-methyl- 17773-64-7 MNISTOBa.l - 4733 CEH9C1 T 104
Butanoic acid, methyl ester 623-42-7 NISTOGa.1 4200 47 C5H1002 102
2-Butene, 1-chloro-2-methyl- 13417-43-14 MHISTOBa,l 4726 15 CEHIC1 104

Normal (x10°3)

10,04
8.0
6,0

4,0

Scan 55 (1.858 min) of db1030_lib,.d (Subtractedz\fSCQLED)

Vv

//f3

/,56

9

Hl;l hil

71\

//Bi

| ' //404

20 25 30 35 40. 45

60

mﬁz

65

/Gz
i.l
70 8 85 95

100 105

Normal (x10°3)

2.0

0.0

Entry #4733, 1-Butene, 2-chloro-3-methyl- {(frog NISTOBa.l) (SCALED>
Y M : thy e

Az

Lo,

//53

63\\

%
X

i\
L

X

//75

[ R

15

45

.t”l
60

85
n/z

50

65

76 80 g5 96 100

Normal (x10°3)>

10,0
8,0
6,01
4,0
2.0]

o.oJ ot

//15

- Entry #4206, Butanoic acid, methyl ester (from NISTQQf.l) (SCALED>
43, . . 74

27\

//31
' ll . 11

1l

o\

™N 1.

~

/ X

X

i. [

102 03

15

20 25 36 - 3B 40 - 48

50

55
m/z

(2]

65

7

75 8 €5 9% 95 100 105

Normal (x10°3)

10,0

Entry #4?%3, Z2-Butene, -1-chloro-2-methyl- (From\gé?TOSa.l) CSCALED>

\,

ot

st ol

[T

s
| e

I A

3B 40 . 45

50

69

70 73

0
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Data Filet /chem/HP19760,1i/14feb23, b cbi030_1ib,d

Date $ 23-FEB-2014 21124 -
Client ID: ‘H4021

. Sample Info$ H40213737072731303SAMPLE: s

Volume In.jeoted Culds 1,0

Instruments HP19760,i

Operator: oeb0b247

Page 5

Column‘phase: J&W DB-EMS Column diameter: ¢,18
Library Search Compound HMatch CAS Number Library Entry Quality Formula Weight
1,1-Dimethyl~-3-chloropropanol 1985-88-2 NISTO5a,1 2464 @ CBH11C10 o122
Acetamide (CAS> +% Ethanamide $% Acetic 60-35-5 WILEY275,1 589 42- C2HSNO 59
2-Butanone, 3-hgdroxy-3-méthul- (CAS) #% 116-22-0 WILEY2756,1 7524 40 C5H1002 102
Scan 294 (3,261 min) of dbiggg_lib.d (Subtracted) (SCALED>
10,0 9 .
8,0
.
X
$ 6.0
L ’ e
4,0 ~
) - 102
o ‘ o N ; N
2 : 72 9 I 11
0,0 .Il.l.......l.ll..I..n'.....l.l/........ \\.2\ '.|4§-
15 20 25 30 35 40 45 50 55 63 65 7 - 7% .80 85 90 95 100 105 110 .
mAZ
10,0 Entry #9464, 1,1—Dimethul-3-gWoprop§nol (from NIST0S5a,1> (SCALED>
8.0 4 !
™M
S 6.0 /
E J v/ J
- 40 107
ngu A / AN
2.0 9
$ 8 N0 A 81 5 |
0,04 ll | ||||- L1l T \. /9 ) il
15 20 25 30 36 . 40 45 60 65 60 65 70 75 80 86 20 96 100 105 110
' 10.6 Entry #5829, Acetamide (CAS)> $¢ Ethanam1d5e 4% Acetic acid amide $% Methanecarboxamide $$ Ace
404
4
8,0] /4
[ 4
™
$ 6.0 N
o
X R
Y 4,0
- * 5
e
g 2o LN l o
0.0 i : ) } . .
19 20 25 30 35 40 48 BO- BB 60 65 70 75 a0 85 90 95 100 105 110 -
m/z
o0 "Entry #7524, 2-Butanone, 3-h3drox3-3—net,sl'¥l; (CAS) 4% 3-Hydroxy-3-methyl-2-butanone (CAS)> $
8,0 '
- .
¢
° 600
o
< 31 /
4,04 .
= / N )(
g 2,0 74 7
2 e/ e o2
0,0 I | [l I ol v 1 . .
15 20, 25 30 3% 40 45 50 85 €0 65 70 7% 80 a5 20 95 100 108 110 -
: .Y 4 . :
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Data Files /chem/HP19760‘1/14Pe|523.b/dh1030__11h.d Page 6
Date ¢ 23-FEB~2014 21:24
Client ID: H4024 ’ Instrumentt HP19760,.1
Sample Infoi H402137370727:130:SAHPLES
Volume Injected <uld: 1,0 Operator: ceb05247
Column phase: J&NW ﬁB-SHS Column diameter: 0,18
Library Search Compounhd Match CAS. Number Library . Er_\tra Quality Formula Weight .
Butane, 2,3-dichloro-2-methyl- ) 507-45-9 NISTOBa,1 . 17637 , CEH10C12 140
Butane, 2,3-dichloro-2-methyl- (CAS) $$ 507-45-9 ~ WILEY275.1 27339 89 CSHi0C12 - 140 -
Propane, 2-bromo-i-chloro- 3017-95-6 NISTOBa, 1 27347 50 C3H6BrCl. 156
Scan 333 (3,478 min) 0F/db1030_lib'.d (Subtracted> (SCALED>
10,0, 77
8,04
[o S
$ 6,0 1
3" 4
-~ 79
. 4,0 /
E 2.0 /~ Ve % 126 27
0,0 il ||I.|-|'. ..|||.|.|.I.. i |. .I:u L. .|.I.. . L. .
20 30 40 5% . 60 7 80 20 100 110 120 130 140 150 160
j ) mn/z _
10 0- Entry #17537, Butane, 2,3-dich o'r707-2-methul- (from NIST05a,1) (SCALED)
o .
8.0
'Q ; ,
1S 6.0] 1 /
g /* J | J v
~ 2
= 401 _ ~ J
2 27
4 .
§ 2.0 / 3 05 J /
z | | 4 Il /2 4 128" a2 a0
0,0 alil -|.||||. ..nl.l.l.. .-.l.l.n.l..., \ A T .|.I.’ . .. ! ! .
20 30 " 40 50 60 70 80 90 100 110 120 130 T 140 150 160
. "’z
Entry #27339, Butane, '2,3—dichlor~o-2-methal— (CAS> $$ 2,3-Dichloro-2-methylbutane $$ Amylen
10,0 ' 77
9.01
2
s 6.04
L)
2 7
MR “~
g 2 / i 3 05
0
§ 2 | N /° Waid / 125,
0,0 [ [ | I I ] | | [} ]
20 30 40 50 60 70 80/ 90 100 110 120 130 140 150 160 .
me/z
10,0 "; Entry #27347, Propane, 2—br‘0_ri%17-9hlor‘o-. (from NISTOSa,1) (SCALED)
8.0 acl
A s
b ’
§ 6.0 )
X
<
- 4.0} 27
gzo == S e L o _ _ _
g 2.0 p TfoR TUT T e oo
2 5 /51 3 9 7\ 121 27 14 158\ qe1 B -
0.0 /1 N1 I b a2 il 3\ ol \ /l 3\ ”ﬂ\
20 30 40 50 690 70 . BO/ 20 100 110 120 130 140 150 160
Moz
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Data File: Jchem/HP19760. i/14feb23,b/dbl030_1ib,d ' : " Page 7
Date 3 23-FEB-2014 21124 '

Client ID: H4021 o Instrument: HP19760.1

Sample Infoi HA0213737072751303SAMPLES 33 ’

"Volume Injected (ul)>: 1,0 ' Operator: ceb06247
Column phase: J&W DE-BMS Columnh diameter: 0,18
Library Search Compound Match CAS Number Library Entry © Qual ity Formula Weight
2-Butanol, 1,4-dichloro- 2419-74-1 NISTOBa, 1 18643 C4HBC120 142
3,4-Dimethyl-5-hexen-3-ol ) 1569-45-5 NISTOSa,1 12193 10 C8H160 ‘128

3,4-Dimethyl -6-hexen-3-ol ’ 0-00-0 WILEY275,1 19745 10 C8H160 128

Scan 377 (3,734 min) of dbiQ30_lib,d (Subtracted) (SCALED)
10,0, 73 _

8,01 __93\

s AT
§ 6.0 3 !
3 /4 . .
Y 4,0 : .
- . : /95 .
07
E 2,0 & /l ) .
z ) 9\ . l /125
0,0 . -ll .| [ITE N 1 P N T P 11 1 [ '
. 20 30 40 50 60 - 70 ) 8o -1 100 "11¢0 120 130. . 140
. . _ LT 4 L - S -
10.9 Entry #18643, 2-Butanol, 1,4-dichloro- (from NI T0533.1) (SCALED>
8,904
~ -
g e X
o ©.99 g
o - 29
X / . 79 b _
T 4.0 . 4 \[
§ 2o SN - -
. 5 I , 63\ AN 10 - 424 144,
0,041 . ..“.l. et bl ..|||.|...|.....|.|.. ..|..|||!||.. caeegaa it 6\. / . \
20 30 40 60 60 70 ‘80 20 100 110 120 130 140
.Y : . .
10.0 Entry #12193, 3,4-Dimethyl-5- xe_’r13-3—ol (from NIST05a,1)> ¢(SCALED> = !
. .
8.0
§ 6.0 ' % 5
§ 6 5\
X
7
2o X
g 27\ /29 7 -~
< 2,0 3 )
0,04 1 . ||| N lll || TR [ S 1 | .
20 30 40 %0 60 70 y 80 20 100 110 120 130 140
. n’z
Entry #19745, 3,4-Dimeth31-5—hex&n—3—ol (from WILEY276,.1> (SCALED)
10,0 73 i -
8,04

A L

”~
-

6,04 - i
% . K
T 40
®

27 7

£ 2.0 / /P 6 9
z I I 9\ /61 9\

0.0 | I il [ | ' [ _—

20 30 40 50 60 70 80 20 100 110 - 120 130 140
: n/z

" §trebel on. 03/03/2014 at

0
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Data File: /chem/HP19760,1/14Feb23,b db1030_1ib,d
Date § 23-FEB-2014 21124

Client ID: H4021 _

Sample Infoi H40213737072731303SAHPLES 3

Yolume Injected C(ulL>: 1,0

Column phaset J&W DB-BMS

Instrument: HP19760.1i

Operatori ceb05247

Column diameter: 0,18

Page 8

Library Search Compound Match CAS Number Library Entry Quality Formula Weight".
Butane, 2,3-dimethox3-2-méthgl- 74421-00-4 = NISTO6a,1 13998 - <§;;:> C7H1602 132
Butane, 2,3-dimethoxy-2-methyl- (CAS) $% 74421-00-4 WILEYZ275,1 21984 28 C7H1602 132
Octanal, 7-methoxy-3,7-dimethyl- 3613-30~7 NIST05a,l’ 47265 33 C11H2202 186
B Scan 422 (3,997 m&c) of dbl1030_lib.d (Subtracted) (SCQLED)
10,04 73 .
8.0 '
5 | - WA
S 6.0
X
~
J= 401
1820 ’ e 12t
z //85 105\\ //123
0,04 I||.I R |.. | [ I v ‘ . ‘LI . —_
20 30 40 50 60 70 80 30 100 110 12¢ 13¢ 140 15¢ 160 170
. . N . . . meZ
i Entry #13998, Butane,. 2,3-dimethoxy-2-methyl- (from NISTOSa.l) (SCALED)
10,0- Y . ’ {3‘/ Y Y
8,04 .
A .
5
$ 6,0 y// h((
%
o 40 . / {
tEu . ‘/ )
2,9 3 :
2 2 VLN N 108, NG
0,0 Ll NAKN ] el “[:.I. e e Ll e L : . ]
20 30 40 »50 60 70 80 20 100 110 120 130 140 150 160 170
0Nz
’ 10.0 Entry #21994, Butane, 2,3-dimethoxy-2-methyl- (CAS)> ¢$ ETHANE, 1,2-DIMETHOXY-1,1,2-TRIMETHY
01 3/J
8,04
~
™
$ 6.0
p
Z
o 4.0
]
£ 2,0
2 =7 N N LG N TENY
0,0 . | 1 | h | . l. . |
20 30 40 S0 [ 70 - 80 30 100 119 120 130 140 150 160 179
S . 'z
;0.0. ‘Entrg'ﬂ47255, Octanalr 7:Q§§hbx3;3,74diféthgl-‘(From NIST¢Sa.1> (SCALED)
8,0
~
M
$ 6.0
g .
o 409
M - R
N i e
5 2. 4 3 5 N S ——— B
2 27 N A /(5 Ve Ve 1 Az 37 16 171972
0,04 \E.l- Ll R TYOT IO FT TR PO NP ..{/1 //4 3\\ ‘ﬁﬁ
20 30 40 50 60 70 80 30 100 110 120 130 140 150 160 17¢
Ut 4

Freedom_0006097_0199



Data File{ /chem/HP1376¢,i/14Feb23,b/dbl030_lib,.d

Page 9
Date 3 23-FEB-2014 21324
Client ID: H4021 Instrument: HP19760,1
Sample Infoi H402137370727:1303SAHPLE: ;3
Volume Injected (ulL>$ 1,0 Operatori cebd6247
Column phase: J&W DB-BMS Column diameter: ¢.18
Library Search Compound Match CAS Number Libkrary Entry Quality Formula Weight
0-CHLOROPHENOL-D4 ) 0=00-0 KILEY276,1 18902 89 C6HD4C10 132
6-Chloro~2-heptene $$% 2-Heptene, &-chlor 92639-28-6 WILEYZ75.1 2198% - 83 .C7HA3C] 132
(EY-3-chloro-2-methyl-2-pentenal $$ 2-Po 31357-76-3  WILEY275,1 24738 78 CeHoC10 132
Scan 721 (6,732 min) of dﬁiOBO_lib.d (Subtracted) (SCALED
10,0- . 132
8,0
o 1 se\
é 6,0
X
4
I N
] . //95
£ 2.0 ° 5 78 : 04 ;
ki Ve N /7 BA N I : A 436
0,0 Ill..-..ll.!.lx'-..:-:ll‘ll s...:[!h.. A PR | T N
40 45 50 55 60 65 70 75 80 8% 0 95 100 105 1i¢ 116 120 126 130 135
[V S . : . :
Entry #18902, O-CHLOROPHENOL-D4 <(from WILEY275,1> (SCALED> ’ ’
10,0 . 13277
8,0 (
5 s S U
™
$ 6.0 N
3 .
o 4
£ 2.0 /% 04
g 29 75\ I //1
0,01 1 | [y | { ; 11
' 40 45 50 65 60 65 70 75 8¢ 85 30 95 100 106 110 116 120 125 130 136
. 1 4
10.0 Entry #21985, 6-Chloro-2-heptene %% Z-Heptene, 6-chloro—, (E)- (CAS) (from WILEY275.1) (SCA ~q32
404
8,01 -
AT
P
& 6401
o
&
. 4,04
n
€
é 2,04
0,04 — . . . ‘ . L,
40 - 45 5¢ 55 3] [ 2] 70 73 g0 8? 20 95 100 105 11¢ 415 120 126 130 135
nizT R . : .
Entry #21735, (E>-3~chloro-Z-methyl-2-pentenal $% 2-Pentenal, 3-chloro-2-methyl-, (E)- (fro
10,0 132('
8,0
~
™
S 6.0
2 .
= 41 ?
€
5 2.0 A
z
0,0 . - — . — ! ', I,
40. 45 50 5%, 1] 65 70 78 80 85 20 28 190 108 110 118 120 125 130 135
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Data File$ /chem/HP19760,i/14feb23,b /dbi030_lib,d . Page 10
Date § 23-FEB-2014 21324

Client ID$ H4021 Instrumentsy HP19760,.1

Sample Infol H4021373707273:1303SAMPLE:

Volume Injected (uL>: 1,0 Operator: cebdB247

Column phase$ J&W DB-GMS . Column diameteri .18

Library Search Compound Hatch CAS Humber Library Entry Quality. Formula Weight
Decane - 124-18-5 NISTOBa, 1 18485 @ Ci0H22 - 142
Decane (CAS) $% n-Decane $% Isodecane %% 124-18-5 WILEY275,1 20007 95 C10H22 142

DECANE O=00~0 WILEY276,1 30102 21 Ci0H22 142

Sggn/.?dr? €5,8%1 min) of dbl030_lik.d (Subtracted> {(SCALED>

10'% /3
8,04
g
6,0 71
4,0
- . N
g 2.9, ‘ : /?2 ”\ . /413 f42
o.oJ . ] st i L . ”, T 1
30 T 40 56 N 70 . B'O{‘ ) 90 11900 . 110 120 130 140
. . mlz : .
e Entry #18485, Decane (from NISTOBa,1) (SCALED>
10,0 43
ﬁ?
-
|2
S 6,04
X 29
Y 4,0 /! [EN
E" BB\ /% )
2.0 ! 8
2" l I H N Vada 13 Az _“2\4{4
o0 ... . IR 1 11 TR | A NI T . L [
30 40 50 60 70 8¢ 90 100 110 12¢ 130 140
nez
16.0 Entrg 350007, Decane (CAS} %% n-Decane %% Isodecane $% n-Ci0H22 ¢¢ UN 2247 (from WILEY275.1
\ * v
) /5? )
1
8,0
B
5 6.
3 .
- 4,0 ' ?1\ ;
- 27 .
i |/ | -~
2,0 ; .
2= } B‘\l AN sa A3 a2
0,0 I L . i o (i
" 30 40 50 60 - 70 : BO} 90 - 10¢ 44¢ 120 130 © 140
nezZ - L.
. Entry #30102, DECANE (F WILEY275,1> (SCALED)
10,0 ~z gy PRe B ren M
8,0 !
-~
6.0l
% 600
- ?1\
4,0
o | I S P s | a -
c S B B —— e ol -
5 2,0 - - L L — _
z 1 i3
| 1 O N |
0,0 i i . 1l i g
30 40 g0 . (=24 70 8;( 90 ~1\.00 110 120 130 140
z
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Data Filei /chem/HP19760,i/14feb23,.b/db1030_lib,d : Page 11
Date : 23-FEB-2014 21324

Client ID3 H4021 Instrument: HP19760,i i

Sample Info: H40213737072731303:SAMPLES S

Volume Injected (ul)>$ 1,0 Operator: ceb06247

Column phase$ J&W DB-BMS Column diameters 0,18

Library Search Compound Matoh : CAS Number. Library "Entry Quality Formula Weight
Propanoic acid, 2-chloro-, methyl ester 17639-93-9 NIST0Ga,l 9448 C4H7C102 122
SEC-~BROMOBUTANE-1,1,1,2,3,3-D6 ¢¢ 1,1,1, ) 53966-37-3 WILEY275,1 23974 < C4H3DEBr 142
Ethane, 1,1-dichloro- 75-34-3 NISTOBa.1 2948 23 C2H4C12 98

Scan 863 (6,509 min) of db1030_lib,d (Subtracted> (SCALED>

N 146"

10,0 )
N Y
L

6,04

4,04 SN

57

3 E ' Ufﬂ l
/93

B 12
I | 2 . At ™ A 3
O.OJ ) el ol bl ||I I..I||..||||...-I VPN N Il.. il ..I.l. |.|. ' IL,
20 30 40 50 60 70 80 9 100 110 120 130 140 150
. T . . 5 . .
Entry #9448, Propanoioc aoik‘?gchloro—, methyl ester (from NHISTOBa,l> (SCALED)

2,0 5

Normal (x10°3)

10,04

" / oy
4 e " Y
o N N N La” N

0,04 .1, . “:l ......nl.: .|.:|.|.l|.. 11, 0. L AN

20 30 40 50 60 . 70 80 90 100 110 120 130 140 150
X n/z

Entry #23974, SEC-BROMOBUTANE-1,1.1,2,3,3-Dé $¢ 1,1,1,2,3,3-HEXADEUTERD-2-BROMOBUTANE (from

Normal <(x10+3)

63

v
4,0 Pax
o | X
i ,|||..
30 40 50 -

HNormal (x1073)

I/‘5’° 111\. /113

1 3 : '
60 70 80 20 100 110 120 130 140 150
mlz

Entry #2948, Ethane, 1,1-dichloro~ (from NISTOBa.l> (SCALED)

20

6.0 X

4.0 /2? » X

3

2,0 i 2
N A AT T W

Normal (x10°3)>

20 30 40 50 €0 70 80 20 100 110 120 130 140 150
: n’z . .

.Digitally. signed by Andrew:J

~Targe 5. esign

Freedom_0006097_0202



\

Target compoﬁnd, do not report. aj500193 03/02/2014

Data File: /chem/HP19760,1/14feb23,b/dbl030_lib,d Page 12
Date ¢ 23-FEB-2044 21124 ’
Client ID{ H4021 Instrument: HP19760,1
Sample Inf"o: H4021$737072731403SAMPLE 3¢
Volume Injected (uL>: 1,0 Operator: ceb05247
Column phase$ J&W DB-BMS Column diameter; 0,18
Library Search Compound Match CAS Mumber  Library Entry Quality Formula ) Iale'ilght
Cyclohexanemethanol, 4-methyl-, cis_-' 3937-48-2 NISTOSa, 1" '12240 . @ C8H160 . 128
Cyclohexanemethanol , 4-methyl-, cis- .(CA 3937-48-2 WILEY275,1 19673 ;B3 ~CBH160 - 128 ©
Cyclohexanemethanol, 4-methyl-, trans- 3937-49-3 HISTOBa, 1 12246 60 C8H160 128
" Scap 886 (6,701 mind of dbl030_lib.d (Subtraoted) (SCALED)
10,04 aQ‘ES
8,04
~ 7 -
[x]
S 6,01 /9
k> B 81, 9
¥ NN
g +04 1 e
g /4 o 1?6\4\
L 4 1l
0,01 IR ul |. ||| | (RN if _ | ]
20 30 40 50 60’ 8. 90 100 116 120 130 140 450 160 170
) _MZ
Ent.ru uzg}q, Cyclohexanemethanol, 4-methyl-, cis— (from NISTOSa,1)> (SCALED>
10,04 [
~ s
£ J JS S Q/
§ 6.0
«
X
4,0 - 7
-t 44
N 81\ N :
2,0 :
: | | | I‘ | | -
0,04 [l I |I Il i ||- | ' | | . .
) 40 50 “60 80 © 90 100 110 120 130 140 160 160 170
N’z - .
io ‘0 Entry #19673, Cyclol exasnemethanol, 4—meth31-, cis- (CAS) ¢$ CIS-1-METHANOL-4-METHYLCYCLOHEX
.
8,0
)
s 6.0
o
X
A
4,04 7
I . 9
. o R T
0.,0d__ ) v ||_ !I- | | - |
20 30 40 50" 60 90/ - 100 119 120 120 140 1850 160 170 )
n'z
10.0 Entrs uzzgg, Cyclohexanemethanol, 4-methyl-, trans- (from HISTOSa 1> (SCALED>
404
8,0 - {
~ :
oy |
s 6,0 |
1
Z o .
_g 4.0 a o 7\ _
— —|——pp— —— N\ — _ R D e . _.
£ 2.0 AN 69\ \ 1 : SR (S _
2 | | | I | °\ /1.11 -
0,01 s .l .|| || . Ll .-Ill ‘e | [ PO
20 30 40 50 60 70 / 100 110" 120 130 140 - 1%0 160 170
: [, 4
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Data File: /chem’HP19760,1/14feh23,b/db1030_1ib,d
Date 3 23-FEB-2014 21124

Client ID; H4024
Sample Infoi H40213737072731303SAHPLESS 3

Volume Injected <ul)$ 1,0

Page 13

Instrument; HP19760,1

Operator: ceb06247

Column phase: J&W DB-BMS Column diameteri . 0,18
Library Search Compound Matoh - CAS Number Library Entry Quality Formula Weight
Cyclopentasiloxane, decamethyl- 641-02-6 NIST¢8a, 1 161016 920 | C10H30055i86 370
Cyclopentasiloxane, decamethyl- (CAS) $% 641-02-6 WILEY278,1 221486 72 C10H3008Si5 370
Pentasiloxane, 1,1,3,3,5,5,?,7,'9,9—deoam . 996-83-6 NISTOBa,1 166039 38 C10H32048i6 366
10.0 73~ Soan 1003 (7,383 min) of dbl030_lib.d (Subtracted)> (SCALED)
8.0 \
s :
g 6.0 C O
3
Y 4.0 ! 267 '
o v . N SN
b 2.0 /7 NG NG 223 ‘ 8
z
0.0 ' l II v : T ./ TR 1| I . 3 i‘_
40 60 80 100 120 140 160 180 200 220° 240 .260 280 300 320 | 340 360
10.0 73~ Entry #161016, Cyolopentasiloxane, deocamethyl- (from NIST0Ba,1> (SCALED>
8,04
|
§ 6.0 38 :
¥ 4 '0 N ™
- % ) . ;
"
E 2.0 RN 7 13 184 193 207 249l\ " 281 323 '
: Lo}
0,04 b I . II. . ./e o e e .3\. TIN  PUR R oy oWl . .-/ oot e T II. . ./ . - [ [ b
40 60 80 100 120 140 160 .180 200 220 240 - 260 280 300 320 340 360°
. n'z . - : . . .
"10.0 Ent;vzzues, Cyclopentasiloxane, decamethyl- (CAS) $$ Dimethylsiloxane pentamer $¢ DECAME
8,04 .
~ 35
™
£ 6.0 267\ ™ _
o
X
=
o 4.0
g . 7
g 2° 191 207 LN
0,0 1 | . \n 1) e alll I tn
40 60 80 100 120 140 160 190/— 200 220 240 260 280 300 320 240 - 360
. _ mez ‘ . . s . :
Eng:g #165039, Pentasiloxane, 1,1,3,3,5,5,7,7,9,9-decamethyl- (from NIST0B&,1> (SCALED)
10,0, k2 267—
8,0 N
o3 281
™
? 6.0 133 /
v .
~ 4
T a0 A9 . ath
g 20
2.0 4 .
g2 N 10 191 ' 2N " | 328\ :
b.oi [ ...-.I-- ...-In- L || ATV MRPUI | W A [I..'. A | T ..|.|.||.. PP (| TP o U |||l|||....' L. Il. : .. | .. ' hl.. e
’ * 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
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Data File: /chem/HP19760,1/44feb23,b/dbl1030_lib.d Page 14
Date t 23-FEB-2014 21324

‘Client ID3 H4021 Instrumenty HP19760,1

Sample Info: H40213737072731303SAMPLE; ; ’

Volume Injected (ulL>$ 1,0 . Operator: ceb0b247
Column phase: J&W DB-BMS Column diameters 0,18 )
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy 77-73-6 NISTOGa,1 13656 @ C10H12 132
endo-4-OxatricyololB,2,1.0¢2,6) ldec—B-en . 1528-~23-0 NISTOSa,1 15974 46 C9H120 136
4,7-Het.héno—1_H-1ndene, 3a,4,7,7a-tetrahy 77-73-6 WILEY278,1 " 22248 46 C10H12 132
: ! : Scan 1077 (7,814 min) of db1030_libk.d (Subtracted) (SCALED)
10,0, : o * ' 165"
8
8,0 !
~ ’ :
™ .
S 6.0 - ot '(\
) .
~ .
o 4.0 L
g_ 2,0 3 76 ’ 12
5 | Ao N | |/ N “ e N 36 o
C 0.0 Yias -||.|||I.. |II|:| |..|~|| ||| Ilvia cvnntoaidds ,I‘ [ LY P YT : — . |||;
o 30 .4 50 60 70 80 ‘90 . . 100 110 120 130 140 150 160 .470
. _m/z _
1<.> o Entry #13656, 4,7—He&~héa6no-1H-1ndéne,. 3a,4,7,7a-tetrahydro- (from NIST0S5a,1> (SCALED)
8,9.
? el
%
& 6.0
¥ ,
~
o %0 .
.. X
2,04 39 . ' S 13 .
$ 2 / At 7 ot TN N s
0,04 1. ..II. NIRRT ||| T I PP PO e Ll I — . —
0 40 B0 60 70 80- 20 - 100 110 120 130 140 160 - 160 - 170
. n/z
Entry #15974, endo-4-Oxatricyclol5.2.1,0¢2,6)1dec-8-ene (from NISTOBa,1> (SCALED)
10,0 . ~%6 -
8,04 ' :
~
I 3
& .01 : _
o .
R . ‘
L X |
2 /39
é 2,0 27 " 79 /91 136\
1/ | | Ve 77 108 A7 :
0,0 A |IV|I| ‘lLlllnl )1 ||||| 11 i 0 : K ’
: 30 40 80 60 70 80 90 y 100 110 - 120 130 140 150 160 170
m’z '
Entry #22248, 4,7-Methapo-1H-i 4, - - 4, ~ -4,
© 10,04 ry #222 Net! a%%H mdono‘, 3a,4,7,7a-tetrahydro— (CAS) ¢% 32a.4,7,7a-Tetrahydro-4
8,0
~ .
™ ) .
& 6.0 - ]
g v
X .
w . .
] .
§ 2.0 "
2 3|\ Ve l /77 104\ 115\ . /132
o.oj L il | all] | . 1 |
30 40. 50 60 - 70 - 80 20 100 110 120 130 140 150 160 170
. m’z
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Data File} /chem/HP19760,1/14feb23,b/db1030_11ib,.d Page 15
Date $ 23-FEB-2014 21324
Client IDg H4021 Instrumentt HP1976¢,i
Sample Infoi H40213737072731303SAMPLES S}
Volume Injected (ul)>: 1,0 Operatort ceb0524?
Column phase; J&W DB-5MS Column diameter: 0,18
Library Search Compound Match CAS Number Library Entry ' Quality Formula Weight
2,6-Diohloro-4-fluorophenol 392-71-2 ' NISTOBa,l 43383 ( 4—6\/ CE6H3C12F0 180
ThienoL3,2-clpyridine, 3-nitro- - 28783-05-3  NISToBa.l 43478 1\.4 C7H4N202S 180
7H'—Pu_|r~1nium, 6-meroapto-7,9-dimethyl-, h 65762-11-4 NIST0Ga,1 43531 - 14 C7HBN4S 180
. Scan 11332 (8,141 min) of db1030_lib.d (Subtracted) "(SCRLED)
10,0, - " 180~
91\ : )
8,904
i
& 6,04
3 116\ _
o 901
0o L
1 AN 34
2,0 5 /2 .
: L e ! ‘| ST A A
0,0 b Lol il v il |I. SPPSIN 11 FYSRRNES FYV YT PO JI
' 30 . 40 - 50 -1 70 80 %0 100 110 130 140. 150 160 17¢ 180
Entry #43383, 2 G-Diohloro-4-Pluoro henal (Prom NISTOBa l) (SCQL )
19.¢ Y Y " ) /7 180~} |
° .
8.0 / / 9 Sg Q/ V/ : ‘/
| v
$ 6.0
¥ . 16,
T 4.0 /°
'] 4"\
2,04 46
5 /31 4 /%7 . 3 S | A 5
0,04 , NTTN ?\\-.. Innlnlh i e, all ||.|/.a. NPT ||| T - nl.. Aot ’ v JILWT .,
30 40 60 ) 70 80, - 90 100 110 120 130 140 160 160 170 1807
z .
10,0 Entry #43478, Thienol3,2-clpyridine, 3-nitro- (from NISTOE&.I? (SCALED) 180
8.0 -
5
L 6.0 6
3 N 22
Y 4,0 ,
— A .
N i 07 34 15
2,0 9 .
0,01 i M ||'I|7I || i 'I Lt I :h || ] —h I ] li .
30 40 - 60 80 20 10}0 120 130 140 150 160 470 180
: n/z :
100 Entry #43531, 7H-Purinium, é-mercapto-7,9-dimethyl-, hydroxide, inner salt (from HIST0Sa.l> 180~ Xr
8.0 '
"
3 6'04
v /.07
7 4.0 34 16
E- 2 /eo. A 6\
0
s 2 ’| el _l yul I 18 I 82
0,0 II 1] II 1 |||I||| 1 |||||| 1 e | ||' II' [ | I |l
30 40 = 50 60 70 80 .90 100 110 120 130 140 150 160 170 180
Mz .

fDlgltally'81gned by Andrew J ”Strebel OR037:02/2014
) : ¢31gnature use"' v a3500193¢
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. Data File: /chem/HP19760, i/14feb23,b/dbl030_1ib,d

Date $ 23-FEB-2014 21324
Client ID3 H4021 Instrument$ HP19760,1
Sample Info: H40213737072731303SAMPLES 3

Volume Injeoted C(uL>3 1,0 Operator: ceb05247

" Page 16

Calumr; rhaset J&H DB-5MS Column diametert 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
3-Butenenitrile, 3-chloro- 21031-46-9 MNIST0Ba,1 3933 50 C4H4C1N 101
2-Norbornene 498-66-8 NIST¢Sa, 1 2539 49 C7H10 94
Bioyolol2,2,11hept-2-ene, B-propyl— ] 22094-80-0  NISTOBa,l 15271 49 C10H16 « 136
Scan 1138 (8,170 .min) ‘of dbi030_lib.d (Subtracted) (SCALED)
10,04 66 o 165
_ 3.0{ '\{\
o
S 6.0] . \)\
¥ o1
T a0 .
’E . 129\
2,0f 4 76 oq.
g /40 /5 l |/ 94\ | /11 /136 o
0,0 |||....|.ll,|. ..llll-.. I i, I, . ||- (e . .:l Late, _ ‘|I|.
30 40 1] 60 7 - 80 . 90[3]{ 100 110 120 - 130 140 150 160 . 170
N . . - g . . N N
10‘0 ’ Entf*u .‘#3933k%-é\ﬂuténenitri le, 3-chloro- ‘(From NISTOBa,1) <(SCALED)
8.0
R 0
8 'Gﬁ 39
3| Y o
Y o400l ’ 101\ s
w . 37\ 6
E 2.0 ‘ SN .
N ' 8 04
0,04 I l..1 ”l. nllll-. ...l’ll”l e . 9\\‘ ot |l/' . . i .
C 30 40 - 6O 60 7% 8¢ © 90 100 110 120 130 140 150 160 . 170
i . e R
’ : - NISTOBA,1) ( 1)}
10,01 E’ntrfu\z%m?, 2 Norborneno Cfrom NISTOBA,L1) (SCALE:
8,0{.
B
s 6.0
g .
T 4,0 _ : '
g I o~
§ 2.0 27 ‘ 7 9
2% / I VAN Y %6
0,01 ul." ...l!l....‘..-llnlu ol .--..‘ll'nA--...¢.|.l|l- -
T30 - 40 50 ) 70 80 90 100 110 120 130 140 150 160 170
2 : n'z - - .
100 ) Entry #15271, Biqg%lsotz.&i]hept-Z-ene, S-propyl- (from NISTOBa.l1) (SCALED)
© 8,0 ><
2 60
3.
<
T 40
(3 .
g
- ) 15
.?.o .|.|:. Al .|.|.-...'....|I-... T NPT -\.. /. l./. 1
s . .40 % 60 70 80 90&1{ 200 410 120 130 140 180 160 170
Z
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Data File: /chem/HP19760,i/14fek23,bldbl030_1ib,d
Date 3 23-FEB-2014 21324
Client ID; H4021

Sample Infos H40213737072731303SAMPLES 13

Volume Injected (uL>! 1,0

Instruments HP19760,1

Operatori ceb0B247

Page 17

Columh phase? Jé DB~BMS Tolumn dianeteré Q.18
Library Search Compound Matoh CAS Mumber Library Entry Quality Formula Weight
Sulfur monoohloride 10025-67-9 NISTOBa,l 14872 38 clas2 134
1,4-Dichlorophthalazine 4752-10-7  HISTOBa,l gez22 38 CBHaCl2N2 198
Sulfur ohloride (S2C12> (CAS> $% Chlorsc 10025-67-9 WILEY275,1 23509 38 c12s2 134
’ 1
. Scan 1390 (2,632 .mind. of dbl1030_lib.d (Subtracted) (SCALED?
10,04 —39 U 198~
| | f
~ .
S 6.0 13
’
¥ Ny ™ %
A /4
g. 4 . 16
2.0 64
* B l ]i /7 l 0 BN e 4
0.0 e :II s n Il. ;.”h,, tettteeeete soltblls < sl vl | Lo 1, ' |.| 0’
- 40 8 - 20 - 100 110 12¢ 130 14¢ 18¢ 170 180 190 200
n'z < .
10,0 Entry #14872, Sulfur_monochloride {(from NISTO¢Ba,1> (SCALEDD
5
8,0 13 e
L AN
] .
s 6.0 ~ .
X _ . .
Y 4,0
- /32
|
£ ol
z } /,439
0,0 l ! b ity . l . 8 ]
40 B0 70 80 9% 100 110 120 13¢ 140 i8¢0 160 17¢ 180 190 200
n/z :
10,04 Entry #56222, 1 4—Dich1wphthalazine {from NISTOSa.I) <SCQLED) 198~ . '0§
8,91
A _/0‘/
$ 6.0 \( /
o . - .
" !
= 4.0 >(
[~ TS 170\
a 78 35
£ 2,0 7 ”\ /A 0z 1'28\ /4 : 0\
z2" ' l A i 44 A 03
0,01 - Ill. ‘Hn R .|l l Al L lll Silee . l.l 1l /4 _.I._. |ﬁ‘
40 50 6 7¢ 20 100 110 120 : 130 140 150- 160 17¢ 180 190 200
. _ . m/z .
10.0 Entry #23502, Sulfur chloride (S2C12) (CAS) $$ Chlorschuwefel $4 Chlor'osulf-‘ane $$ Sulfur chl
8,0 13
s N
- -
§ 6.0
¥
~
- 40
g 2,0 /35 /l33
0,0 .| 1 'll } Ll - l . o )
40 70 80 90 100 110 120 130 140 150 160 170 i8¢0 190 200

nez . . . .
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" Sample Name:

File
Operator'
Acquired -
Instrument

Misc Info

Vial Number;

26

/chem/H919760 i/14feb21. b/db0975 1lib. d
jmg00346

‘21-FEB-2014 16:44

HP19760.1 :
H5011;7366665;1;0;SAMPLE; ; ;
14050WAC; WL13166,,1051 1000 0;db0952; 13166,-

5.8
5.6°
5.4
5.2-

'i@

4.8
4.8

3mé.

4,22

L4

3,80
3.6
3.4
3.2
3.00
2.8
2.6
2.4

2.2

2.05

1.8

Y {x10°6)

1,65
1.4

100,
ey
0.6
0.4

MS HP ChemStation

2,4,6-Tribromophenol

Naphthalene-dB

1.4-Dichlorobenzene-d4

0.2- . :
"o.tﬁw.u.
2 . :

= K
r . :
s Aicenaphthene-d10

-=2-F luorophenol

‘F——'—'-—Phenanthrene—dl o]

=—  Pyrene-d10

'~ Perylene-di2

4 S 6 ? 8 9 10 11 12
. Time (Min)

T
13

17 18 13 20 2 z2
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Data File:

Data file.:
Lab Smp Id:

Inj Date
Operator
Smp_ Info
Misc Info
Comment
Method
Meth Date
Cal Date

Als bottle:
Dil Factor:
Integrator:
Target Version:

| /chem/HP19760.i/14feb21.b/db0975_lib.d
"Report Date:

Page 1
02-Mar-2014 13:25

Lancaster Labs

/chem/HP19760.1i/14feb21.b/db0975_lib.d

7366665 Client Smp ID: H5011
21-FEB-2014 16:44 o
jmg00346 Inst ID: HP19760.1

H5011;7366665;1;0;SAMPLE; ;;
14050WAC;WL13166;;1051;1000;0;3db0952;13166;

Max. number of TICs to report is 50, 20 TICs were found 1n1t1ally
/chem/HP19760.1i/14feb21.b/8270_WVA_ llb m

02-Mar-2014 13:10 ajs00193 Quant Type: ISTD

11-FEB-2014 17:36 - Cal File: db0387.d

26

1.00000 _
Falcon Compound Sublist: house_1lib-376.sub

3.50

Processing Host: d26cs01

'~ Concentration Formula: Amt * DF * Uf * Vt/(Vo) * CpndVariable

Value Description
. 1.00000 Dilution Factor
1.00000 ng unit correction factor
1000.00000 Volume of final extract (ul)
1051.00000 - Volume of sample extracted (mL)

Local Compound Variable

ISTD RT AREA AMOUNT
* 21 1,4-Dichlorcbenzene-d4 6.107 1057146 10.000
* 48 Naphthalene-ds 8.059 1547480 10.000
* 83 Acenaphthene-410 10.863 1395333 10.000
CONCENTRATIONS QUANT
RT AREA ON-COL{ng/ul} FINAL{ ug/L} QUAL LIBRARY LIB ENTRY CPND #

Methane,

1.729 81871

Dlgltally s1gned by Andréw I Strebelffn“03'02/20ﬁ4>a
Target 3. 5 es1gnature user ID e | ; 3

bromodichloro-

CAS #: 75-27-4

0.77445266 0.73687 20 NISTO5a.1 31323 21

Freedom_0006097_0210



Data File: /chem/HP19760.1i/14feb21.b/db0975_1ib.d

Report Date: 02-Mar-2014 13:25

CONCENTRATIONS
AREA ON-COL(ng/ul} FINAL( ug/L)

1-Butene, 2-chloro-3-methyl-

1.881 270957 2.56310221 2.43872
1,1-Dimethyl-3-chloropropanol

3.285 24224804 229.1528B3% 218.03314
Butane, 2,3-dichloro-2-methyl-

3.507 2583967 §4.4428598 23.25676
27éutanol) 1,4-dichloro-

3:758 475715 4.49999221 4.28162
Butane, 2,3-dimethoxy-2-methyl-

4.020, 135819 1.28476984 1.22242
2-Methyl-3-bromo-2-~butanol

4.381 ) 81634 0.77220929 0.73473

'

Ethane, 1,1,2,2-tetrachloro-

4.865 52354 0.49523828 0.47120
O-CHLOROPHENOL-D4

5.757 570038 5.39223745 5.13057
Decane

5.903 168572 1.554539408 1.51721
Diethylamine, 2,2'-dichloro-

6.037 85858 0.81216622 0.77275

Propanoic acid, 2-chloro-, methyl ester
6.520 740338 7.00317497 6.66334

QUAL

Page 2
QUANT
LIBRARY LIB ENTRY CPND ¥
CAS #: 17773-64-7
92 NISTOS5a.1 4733 21{n)
CAS #: 1985-88-2
83 NISTO5a.1 9464 21
CAS #: 507-45-9
83 NISTOSa.l 17537 21
" i
CAS #: 2419-74-1 N
38 NISTO05a.1 18643 21
CAS #: 74421-00-4
28 NISTOS5a.l 13938 21(L)
CAS #: 2588-77-4
74 NIgTOSa.l 33655 21 -
CAS #: 79-34-5
94 NIST0Sa.1 33584 21
CAS #: 0-00-0
91 WILEY275.1 18902 21
CAS #i 124-18-5
95 NISTOS5a.l 18488 21
"CAS #: 334-22-5
as NISTO5a.1 18177 21
CAS #: 17639-93-9
" NISTOSa.l 9448 21

38

Cyclopentasiloxane, decamethyl-

7.395 : 95947 0.62002333 0.585933

4,7-Methano-1H-indene, 3a.4,7,7a-tetrahy

7.826 458467 2.96266800 2.8189%0
2,6-Dichloro-4-fluorophenocl
8.152 1133635 7.32568257 6.97020

CAS #: 541-02-6

Target compound. )

CREEDRAY Do not Report.

a3s00193 03/02/2014

g0 NISTO05a.1 161016 48
CAS #: 77-73-6
43 NIST0Sa.l 13652 48{L}
)
CAS #: 392-71-2
86 NISTOS5a.l 43383 48

Freedom_0006097_0211



Data File: /chem/HP19760.i/14feb21.b/db0975 lib.d Page 3
Report Date: 02-Mar-2014 13:25

CONCENTRATIONS QUANT
RT AREA ON-COL{ng/ul) FINAL( ug/L) QUAL LIBRARY LIB ENTRY CPND # -

3-Butenenitrile, 3-chloro- . CAS #: 21031-46-9

8.187" 665173 4.29842649 4.089'84 | 40 NIST05a.1 3933 48 (L)
4, 5-BROMOACETYLBENZOCYCLOBUTENE $$ Bicyc* - CRS #: 63506-25-2 '

'9.062 _ . 66585 0.43027905 0.40939 80 WILEY275.1 109601 48 (L) i
Sulfur monochloride ' ) CAS #: 10025-67-9.
- 9.656 T~ 1798008 12.8858617 12.26057 27 ; NISTO05a.1l 14872 83 (L)
2-bromo-7, 7-dichlorocyclo{4.1.0] heptan CAS #: 113035-97-5

. ; i

10.478 65846 0.47190113 0.44900 91 WILEY275.1- 127158 83

QC Flag Legeﬂd

L - Operator .selected an alternate library search match.

Freedom_0006097_0212



Data File: /chem/HP19760,1/14feb21 b /db0975_11b.d
Date : 21-FEB-2014 16344

Client ID HBO11

Sample Infoi HB011:736666531303SAMPLESS

Volume Injeoted CuL>$ 1,0

Instrument: HP19760,1

Operator: jmg00346

Page 4

Column phaset J&W DB-5MS E Column diameter: 0,18
Library Search Compound Match CAS Number Library - Entry Quality Formula Weight
Methane, hromodibhlor‘o—_ ?5-_27--4 NISTOBa,1 31323 20 CHBrCl2 162
Methane, bromodichloro- (CAS> $$ Bromodi 75-27-4 WILEY275.1 46490 a0 CHBrC12 162
Acetyl chloride, dichloro- 79-36-7 NISTOSa, 1 20878 78 C2HC130 146
1 0.‘0 Scan 33 <1.729 min) of gggﬁ?ﬁ_lib.d (Subtracted> (SCALED)
8,04
~
™
s 6.0}
d
X
A4
- 4,04
7
g 2,04 /4 129\
| 1 /.31
oo i NRANRS s
207 30 . 40 50 60 70 " 80 -1 100 110 120 130 140 150 - 160
. n’z . : .
10,6 - Entry #31323, Methane,. brf%nggjohloro- (from NI,ST05a.1.)_ (SCALED>
8,0 / : \QR
A .
™
4 6.0 /K
k!
~
. 40
] 47
£ N 29 :
o 200‘ . 127 . /‘
g 3 N | Ve 1 NG 163 466 :
' o.o../l [ ||| |;|..,_,|..,., , 4\ ||| 4\
20 30 40 50 60 70 80 20 100 110 120 -130 140 150 160
-m/z I - H S
10.0 Entry #46490, Methane, bromodichloro- (ngz,”' Bromodichloromethane $% Bromodichoromethane:
* VY .
8,0
Q .
$ 6,04
o
X
~
4,0
i 47
E 2.¢ \ a 12
. 2 /I.31
0,04 ] i | . “l I I .l ./.9 | l !
i 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
_ - LMz . .
# - i i - . .
10,0 Entry #20878, Acetyl ch.lor_xde, p|1phloro (from NISTOGa,l> (SCRLED)V
8,0
~
g
% 6.01
3
- 4,01 /6
£
4 . 111:
g 2.0 3 SN
2 N3 ™~ 6 . 18 27 146 82
0,040 b [T ||I1. o\..l l.l..|.|\. |.|n/f../. |.|..../-
20 30 40 80 60 70 80 90 100 110 120 130 140 | 150 ' 160
n’'z
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Data File: /chem/HP19760,i/14feb21 .b/db0975_lib,d
Date : 21-FEB-2014 16344

Client ID$ HE5011

Sample Infot HB011373666653430sSAMPLES

VYolume In,jecte;:l. ubdi 1.0

Instrument} HP19760.1

Operatorg jmg0e3de

Page 5

Column phase$ JiW DB-BMS Column diametery .18
Library Search Compound Match CAS Humber Library Entry Quality Formula Weight
1-Butene, 2-chloro-3-methyl— 17773-64-7 NIST¢Ba,l 4733 @ C5HoOC1 104
i-Butene, 2-(chloromethyll- 23010-02-8 HISTOGa,l 4718 76 -CBHIC1 104
2-Butene, 2-chloro-3-methyl- 17773-66-8 HISTOBa,.l 4720 70 CEHOC1 104
Scan 59 (1,881 min> of db{976_lib.d (Subtracted). (SCALED)
10,0 91
8,0 76
g 6.0 P ’\}\!\
W 9
. 4.0 3
. 104
§ 2,04 4\ 06
: L £ !
0,04 3 s 4 Ill }] l } t 1 1 e ..l i i i |
24 28 32 36 40 44 48 0 64 68 ?2 76 80 84 88 . 92 9 100 104 108
#4733, 1-Butene, 2-chloro-3-methylg (Fron NISTOBa,1> (SCALED) -
10,0 Entry, s TR thyl (o .
8,0
~
= o X
. . 10
; ™
. 4,04
B Vet Paid
E 2.0 3 N 75
| o e o
0,04 . 1L 11, Ll Los .'illlrll NEEE N R T <o I . pels
24 28 32 36 40 44 48 82 56 - &0 -2 68 72 76 80 84 88" 92 9 100 104 108
. nez -
16.6 Entr t4?18, 1-Butene, 2-(eh1arometh91)-\§€ron NISTOE&.I) {SCALED)
8,0
g 6,0 ) '/55 >/
¢ o 10
3 Vi , N
740
: 3 W 75 el
2,0
EL ol o (e ™ 1
0.0~-l,|-- .||‘7' ' . ”I! .III | R PE P ] , b L
24 28 32 36 40 44 48 82 &6 60 64 68 72 76 80 84 88 92 9 100 104 108
mAz .
EnQ‘z #4720, 2-Butene, Z-chloro-3-methyl- (from NISTOSa.1)> (SCALED>
10,04 1 B —69
8,04
Q .
6,0 3 10
% . Ve X .
~ H
- 40 27 BN 9
3 / ™ /2 o
51 .
§ 2.0 N ] 7 l |
o0l 1111 . ot 'l'll!].l “I.l.ll. [ 4 Al
24 28 36 40 44 48 52 56 o0 72 76 80 84 =) 92 96 100 104 108

32

m'z
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Data Filet:. /chem/HP19760,1/14feb21,b/db0978 _1ib.d

Date : 21-FEB-2014 16344

Client IDt HG5011 : Instrumenti HP19760,1

Sample Info: HB01137366665313033AMPLES:}

Page ©

volume Injected (uLd>t 1,0 ’ . Operatort jmg0d034é

Column phase: J&W DB-SMS Column diameteri ¢©.18

Library Search Compound Match CAS Number Library Entry Quality Formula Weight
1,1-Dimethyl~3-chloropropancl 1985-88-2 ‘N!S'R)Sa. 1 2464 (83) CBHiiCl0 122
Acetamide (CAS) %% Ethanamide $% Acetic 60-35-5 WILEYZ275.1 595 : 42 C2HSHD 59
2-Butanone, 3—h9dr_‘o$<5—'3—meth51- (CAS> $¢ . 116-22-0 WILEYZ275,.1 7524 40 CEH1002 102

Scan 300 (2,288 mind of db ?5§lib.d (Subtracted) (SCALED

Normal (A40°3)

10,0
8,0
~
™
:o_‘ 6,0
X //43
: 4,0
w 107
£ 2.0 ‘ N\
$ 2,0 53\ ~69\ 72 87 9,
L . 11
0,0 . . : .lr .l.......:_u...l..u..,..l.{./:/. ....... \.2\ . |lq\
15 - 20 ‘25 . 30 35 40 45 50 55 60 €5 7 758 80 €5 20 95 - 100 105 1190
. 'y - 1 .
16,0 Entry #9464, 1,1-Diqethul-3—gl;}grophopaaol (From NISTOBa,1) (SCALED>
8,04 4 ’ ' - )
¢ N/ o \
™ .
S 6.0 . / /
3 .
o 01 : \/ 107
OEU /31 ) \
2,0 . .
3 A I G 5 ’
0,0 I!l llyu 1 el . > /9 ] . .‘l'
15 20 25 30 36 40 45 B9 55 (3] 65 720 - 78 - 80 =12 90 95 ~ 100 . 105 110
. nlz . _
10,6 Entry #595, Acetamide (CAS> ¢4 Ethah.ani,dse;’gt Acetic acid amide ¢$ Methanecarboxamide %% fce
* 1 i . . . .
' 4
8.0 A
~ 4 -
)
$ 6.0 AN
o
12
4,0
-4
5
e
1€ 2° N }k P
0,0d ! — —_t ] i1 - [
15 20 25 3¢ 35 40 45 50 55 ;? 65 70 79 8¢ 85 %0 25 100 105 140
- . :
10‘ 0 Entry #7524, 2-Butancne, 3-hgdrox5-3—ne%'§,1: (CAS)> $% 3-Hydroxy-3-methyl-Z2-butanone (CAS) ¢
N ; - .
8,0
6,04
J 31
4,0 Vs 43\
Z.OJ 71
) . Vil Aoz
0.0d_, L I ial) : i : :
18 20 25 30 33 40 48 Bo 85 60 €5 70 75 g 85 90 95 100 105 110
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Data Filet /chem/HP19760,i/14feb21,.b/db0975_lib,.d Page 7
Date 3 21~-FEB-2014 16344 "

Client ID$ HBO11 ) Instruments HP19760,i

Sample ‘Infoi HB01137366665:130:SAMPLES:

Volume Injeoted C(ul)>i 1,0 Operators jmgo0346
Column phase$ J&W DB—BHS. ", Column diameter: 0,18
Library Searoch Compound Match CAS Number Library Entry Quality Formula Weight
Butane, 2,3-dichloro-2-methyl- . 507-45-9 NISTOBa, 1 17637 - CBH10C12 140
Butane, 2,3-dichloro-2-methyl- (CARS> $$ 507-48-9 . WILEY275,1 27339 74 CBH10C12 . . - 140
Propane, 2-chloro-2-nitro- (CARS) $% 2-Ch . 594-71-8 WILEY275,1 16050 33 C3H6C1NO2 123
Scan 338 (3,607 min) of @9975_11!0.& (Subtracted) (SCALED)
10,04 77
8,01
o ‘ .
$ 6.9 ) /41 .
¥ 6 .
Y 4,0 N '
L) . . -
\ 3 10! . )
g 2,04 /5 39\ 5\
z Vi : 10 125, - 29
6.0* . |I|....||||'|-|. ...|-l.|.l.rl..... | Y . I.I/ 5\. .(1 .
© 30 40 60 . 60 - 70 m{BO a0 100 T 110 - 420 . 130 140
10,0 Entry #17637, Butane; 2,3—diohlo¢&-727-methul- (from NISTOGa,l1> (SCALED) '
8.0 :
8 w7 | [
L 6.0 )
3 N J /S /
4ol v Vv
.a . p s 69\ ‘ .
E 20| 7% L 5 v =74
+vY .
| | N P | LN /9.,\ . e 440
0,04 . ulal. . . .|.||7I|. T Y PP YO T PP B . v . A .
30 40 50 60 70 m&o 90 100 110 120 130 140
10.0 Entry #27339, -Butane, 2,3—dichlom—Z-netth—\;;nS) +$ 2,3-Dichloro-2-methylbutane +% Amylen
*
8,04
i
5 6,01 \/ .
3 / ‘
:. 4,0 . / 76\ \/ / /
2 27 © -
£ 2,01 / L2 6 10!
2= N N -0 ™ o7 126
0,0 ) . ' | I | , 1 l 4 \ ] .
30 40 50 60 70 /80 %0 100 110 420 - 13¢ 140
] . mez - .
10.6 Entry #16050, Propane, 2—chloro—2-nitro; ?gﬁ& % 2-Chloro-2-nitropropane (from WILEY275,1)
. 8,0 R
A~ -
™
& 6,04
3 .
4,01
,g 4
J 9
g 2,0 /4 /61
0,0 | | ! [ ahll, ! - ~ . .
30 40 50 60 - 70 80 .90 100 S 110 120 130 140
- n’z . : :
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Data File? Zchem/HP19760,1i/14feb21,b/db0975_ lib.d

Date 3 21~-FEB-2014 16344

Client ID; HB011

Samr;l e Infot HE0113736666531303SAMPLES s
Volume Injected Cul>: 1,0

Instrument: HP19760,1

Operatort jmgO0346

- Page 8

Column rhase: J&W DB-5MS Column diameters$ 0.1§
Library Search Compound Match CAS Number Library - Entry Quality Formula Weight
2-Butancl, 1,4-diohloro- 2419~74-1 NISTOBa,1 . 18643 . C4HB8C120 142
+alpha,-Chloroethyltrimethylsilane 7787-87-3 NIST¢Ba,] 15494 33 CBH43C15i 136
Chlorodimethylethylsilane ) £917~-76-6 NISTQ5a,1 2416 33 C4H11C1Si 122
Scan 381 (3,758 min’ of dbo_?zs_lx'b.d (Subtracted> (SCALED>
10.0} 73 .
8,04 93\
~
$ 6,0 2
o *
5 e 55
~
= 40 /95
07
g 2,9 3 /1
z b I 125\
0,0l .ll .I..I.l.l. [ FEETITAT 1 | PSE T Srare 1 11 NN NE -
20 30 . 40 50 &0 ] w 80 - 90 100 -110 120 130 140
- . - - . 'z . _ -
Entry #18643, 2-Butanol, 1,4-diohloro-"(from NI§TOBa,1> (SCALED>
10,9 o 3 /
. \
8.0 ' /V\/J
™
S 6.0 2 )(
d
% /S 79
T a0 . / °(
g 2.0 N N 77
1 e | Y 63 N, 10 ){ 24 A4l
o0 1 . ..Il.l. el ..||'|.|...|.....|.|..'..|..|||I!|.. ol 6\. ] /1 \
' 20 30 40 650 .60 70 80 20 100" 110 120 130 140
i N n'z - . -
16,0 Entry #15494, .alph'a.-Chloroethg%pimethglsilane (from NISTOBa;1> (SCALED>
8,9
)
$ 6.0 ;
X ' 9
3 N X
[ 4 A5 )( y
£ . :
$ 2'# s 2 N 6 7 08
: . 7. 21 a3 3
0.0d 1. ..|||: sl .l|||.. |.|..||...'|.|.|....7 bioidne. o ||/9 ./l . /l 6\/1 '
20 30 - 40 - BO €0 70 80 20 100 110 120 130 140 -
Moz . -
10.0 Entry #9416, Chlorodimethylethylsilane (from NI T0'53a.1) (SCALED>
. : !
8,0
~
Ix]
§ 6.0
¥
Y 4.0 7
§ AN 7 07
5 2.0] 27 N Vo e A .
0,04 . i ..|.|||| ._.|.|..| Vil .I.l ....|.|.|I||.. . .....'|,|. NN 1!
20 30 40 ) 60 70 80 20 100 110 120 130 140
— 'z _
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Data File: /chem/HP19760,i/14feb21 .b/db0975_1ib.d
Date ¢ 21-FEB-2014 16144

Client ID$ HBO11

Sample Infoi HB0113736666631303SAMPLES S

Volume Injected CuL)>: 1,0

Column phaset J&W DB-BMS

Library Search Compound Hatch

CAS Number
Butane, 2,3-dimethoxy-2-methyl- 74421-00-4
3-Dodecancl, 3,7,11-trimethyl- 7278-65-1
3-Dodecanol, 3,7,11-trimethyl- (CAS)> $% 7278-65-1

Instrument; HP19760,1

~ Operatort jmg00346

Column diameteri ¢,18

‘Library Entry
NIST0Sa,1 13998
NISTOSa. 1 77415
WILEY275,1 114669,

Page 9

Formula . MWeight

C7H1602 132
€18H320 228
C16H320 228

chE}226 (4,020 min) of dk0976_lib.d (Subtracted> (SCALED)

10,04
8,0
~
™
B oo N
p
X
&
4.0
[ 3
é 2.9 //4 14/ 10 12t\\
I A ™
0,0 I 1 FYTSRSI TI [ TN s [0
© 20 30 40 50 60 70 80 90 - 100 110 120 4136 140 150 180 190 200 210
) ; .74 S . .
. Ent ~ -2~ - 0l 1 (SCRLE
10,0 ntry #13335; Butane, 2,3~dimethoxy-2-nethyl— <(from NISTOBa, D>
8,91 .
)
S 6,0
o
3 N
. ‘//
: / v
2,90 4 -
$ 2 3\\ 59\\ . //85 //101 //4Q7
0.0 e il ol b i . _
20 30 40 50 60 70 80 20 100 116 120 130 140 150 180 190 200 210
) R N’z X R
Entry #77415, 3-Dodecanol, 3 7,13-trimethyl- (From HISTOSa 13- ¢SCALED)
10.01 73
8,04 .
i)
5 6.0 {
L3l
Z
¥ X
3
g Ve /55
$ 2,0 29\ 9?\ 111\ 125\ /139 /199;{3
0,04 il ik .|IL. nlﬂll A il I L. L : . A
20 39 40 50 70 80 9% 100 110 120 130 140 1850 180 190 200 .210
n/’z .
10,0 Entry #114659, 3—Dodecaq\l, 3,7,41-trimethyl— (CAS) ¢ Hexahydronerol:dol +4 Herol;dol, hex
8,0
~
IR
$ 6,0 ’0 X
- 4,0
g ‘ EN
2,0
2 | KA Au A AP
0,0. - J thly ]u N 1. :

20 3 .40 B 60 70 .80 9 100 110

120 130 140 450

180 490 200 210
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Data File! /chem/HP19760,i/14feb21,b/db0975_ 1ib.d - Page 10
Date 3 21-FEB-2014 16344

Client ID3.HBOL1 Instruments HP19760,1

Sample Infoi HBO113736666534103SAMPLESSS

Volume Injected CuL>: 1,0 Operatort jmg00346
Column phaset J&W DB-BMS Column diameteri ¢,18
Library Search Compound-Match CAS Number . .Library Entry Quality Formula Weight
2-Methyl-3-bromo-2-butanol 2688-77-4 NISTOBa,l - 33665 C5H11Br0 - 166
Butanamide 541~35-5 NISTOBa,l 1836 64 C4HONO 8?7
Butanamide (CAS)> $$ n-Butyramide $$ Buty 541-36-5 WILEY2?6,1 3635 64 C4HINO 87
10.0 Scan 482 €4,381 min> of db0976_lib,d (Subtraotedd (SCALED>
8,01
A~
™
& 6,0
¥
T 4.0 _ e
g .
5 2,0] : 6 : 181\ 53
z J I /67 - \k
0,0 . . . il Ll i 1 ) — 1
e 30 T 40 50 60 70 80 2, ' 100 116 | 120 130 140 450
_ . wrz
10,04 " Entry #33665, ng;.hyl-:{-br-or_no-.?*butanol (from NISTOSa,1)> (SCALED)
8.0 \ . ‘
~
§ 6,0 / / .
T 40 : V4 v/
Q : T . .
T . I 151,
C 2.0 3 71; : \ .
2 20 S 0N N . TN I |
- 0,04 L ) I.I.- T | ||. 1] . L
20 | 30 40 50 60 70 80 20 100 110 . 120 130 140 150
.. | . L, n/'z i
’ 16,0 - "Entry QiB?ng','l Butanamide '(from: NISTOSa,l) (SCALED) '
8,04-
4
& N\
$ 6.0
d
X
bt .
Z 4,0
] . 72
£ 27
é 2,04 /I.S / 55\ 24 / 86\ /GB
0,0 . |I|.. Jl | ... || [T i
20 30 40 50 @ &0 70 8/0 20 100 T 140 120 130 140 150
. - n/z
10.0 Entry #3635, Butanamide (CAQ‘stgi n-Butyramide $$ Butyramide $$ n-Butylamide ¢4 Butanimidic
8,0 /4 4 N
~
™
§ 6,0
o
X
~
— 4’0
- .
E 7
£ 2,0 : S N N N
z I . | /73 36\ /9
0,0 .. 1 . I ! . | 1 | . i .
20 30 40’ 80 60 70 , 33 20 100 110 420 130 140 180
. nez
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Data File: /chem/HP19760, 1/14feb21 ,b/db0978_lib.d

Date $ 21-FEB-2014 16344

Client ID$ HBO11

Sample Info: HBO113736666631303SAMPLES S
VYolume In.jecte-d Cubd>t 1,0 '

Instrument: HP19760,1

Operator: jmg00346

Page 11

Column phases JiW DB-BMS Column diameter; 0,18
Library Search Compound Hatch CAS Number Library Entry Quality Formula Nei_ght
Ethane, 1,1,2,2-tetrachloro- _ 79-34-5 NISTO5a,1 33684 @ CZH2C14 166
Ethane, 1,1,2,2-tetrachloro- (CAS) $$ 1, 79-34-5 WILEY275,.1 60253 94 C2H2C14 166
Ethane, 1,1,2-trichloro-2-fluoro- 359-28-4 NISTOBa, 1 23022 64 C2H2C13F 180
' (4.866 mi ib.d (Subtractex ]
10,04 Soan 571 866 min) an:’yO??E_lxb d (Subtracted) (SCALED>
-0 8
™ .
& 6.0
]
<
4,0
-
: 1
§ 2.0 A7 Ve A 6, [168
0.0 TV .”l'l_ | il | |||l bl 1
20 30 40 50 60 80 96 . 100 110 120 | 130 140’ 150 1690 170
10.0 Entry #33684, Ethane, 1.1,2,2- etr&aohloro- (from NISTOBa,l> (SCALED)
.
8.0 / O A /
A
g \
1§ e , y, :
X
T 40 / \/ / 4
] .
15 2,0 &1 5 134, 33 16
S ) 2\ 26 AN N S /7 N N A a\q{g :
0,04 : Al [ e -!III L AR .|. . .l”lu. LT bl i, Aol
20 - 30 40 B0 60, 80 90 100 7 140 120 130 140 160 160 170
. . i LT 4 . 5 ' S 5 n
10.0 Entry #50283, Ethane, .1,1,2,2-tetr‘achlg§; (CAS) ¢ 1,1,2,2-Tetrachloroethane $¢ 1,1,2,2TET
. * v N
8.01
i
$ 6.0 v
d
R
~ 40 35
g 7 61 e
§ 2,0 AN 16
¢ | A% N
6.0 it | |l . Ly
20 30 40 5 - &0 80 20 100 11¢ 120 130 146 - 150 160 170
: : m’z . . .
10.0 Entry #23022, Ethare, 1,1,2-tric@g§-2-91uoro— (from NlSTOS_a:l) (SCQLE_D)
N )
8,0 '
~
m N
§ 6.0
¥ X
~
~ 4.0 S _
: 2,0 4 - I 18
2= N N . | | /° us 17 1N
0,0 . ab e, IR A dlnl I '.|.|...I I RO i} ) L ,
20 30 40 50 60 8o _/‘30 100 110 120 | 130 140 '180 160 . 170 -
n/z .
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Data File: /chem/HP1976é0,1/14feb21 ,b/db0975_l1ib,.d

Date $ 21-FEB-2014 16144

Client ID$ H5011

Sample Info: H50113736666531303SAMPLES S}
Volume Injected (uL>: 1,0

Col uﬁn rhases J&UW DB-BMS

Instrument$ HP19760,1

Operatori jmg00346

Column diameteri 0,18

~ CAS Number Library .

Page 12

Librar‘gi Search Compound Match Entry Quality Formula Weight
0-CHLOROPHENOL-D4 0=-00-¢ WILEY275,1 18902 21 CeHD4C10 132
6-Chloro-2-heptene $% 2-Heptene, 6-chlor 92639-28-6 WILEY275.1 21958 83 C7H13C1 132
(E)=3~chloro-2-methyl=2-pentenal $$ 2-Pe 31357-76-3 WILEY275,1 21735 72 C6H9C10 132
10.0- ‘Scan 724 (5,767 min) of dbo976_lib.d (Subtracted) (SCALED> 139~
8,0
o 69\
s 6.0
b .
3
- 40
g' /96
5 2,04 0 [ 75 0
g © /4 4\ 62\. e 87\ 95\ I /1 4 25
0,0 I”. .l.'l.'.l.... ..l-lllﬂ-.-.lll.l. L N N Al . ||7|
40 45 50 55 60 65 70 7% 80 85 20 95 100 105 110 11% 120 125 130 135

10,9,

N

Normal (103>

?5\ ) |

Entry #18902,- 0-CHLOROPHENOL-D4 (from WILEY275,1> (SCALED)

/9 /.04 .

2

ot

0.0 . |_|ﬁ|
‘40 45 BO ©B5 60 66

70

Ly
7 8 86 9 95
— M/Z

100 105 110

116 120 126 130 135

Normal (x10°3)

Entry #21955, 6-Chloro-2-heptene $¢ 2-Hepténe, 6-chloro-, (E)- (CAS) (from WILEY275.1) (SCA

™32

40 485 B0 55 60 66 70

75 80 85 9 95 105 110

100
n’'z -

120 125

115 135

130

Normal <(x10°3>

Entry #21735, (E)-3-chloro-2-methyl-2-pentenal-$$ 2-Pentenal, 3-chloro-2-methyl-, (E)- (fro

/97

132

112

I.I/eo I

75 80 985 90 95

100 108 110

ne'z

" 115 135

120 125 130

Freedom_0006097_0221



Data File$ /chem/HP19760,i/14feb21,b/db0975_lib,d Page 13
Date : 21-FEB-2014 163144
Client IDg HBO14 Instruments HP19760.1 '
Sample Infos H501137366666)130$SQHPLEf33
Volume Injected (uL)>} 1,0 Operatori. jmgd0346 '
]
Column phase$ J&W DB-BMS Column diameteri{ 0,18
Librar;a Searoh Compound Match CAS Number Library Entry Quality Formula Weight
Deoéne . 124-18-5 NIST¢5a,l1 18488 95 Ci0H22 142
Decane (CAS)> $% n-Decane $% Isodecane $% 124-18-5 _ WILEY278.1 30004 95 Ci0H22 142
Undecane (CARS)> $$% n-Undecane $$ Hendecan 1120-21~-4 WILEY276,1 42760 80 Ci11H24 156
10.0- Scan 749 ‘(\5.5303 min) of db0975_lib,.d _(Subtracted) (SCALED>
/43
| - 8.0
~ ! . - \
$ 6.0
B 74 '
3 AN
- 40 95\
;
2,0 |
1E " || _ | ‘ /es /7 A3 a2
0,0 | 1 ol i Al 1 ) - !
20 30 40 50 60 - 70 g0’ 920 100 - 110 120, 130" 140 150
- : ~y #1848 D * B, ) (SCAl
10,0 5$_n’§r~3 1 .8, ecane (from NISTOBa,l LED)
/43 ’
8.0
()
4 6.0 / .
g 71\ - !/
4,0 L]
Ll
E Yl /°
2.0 . 8 9
2 N | ” 4\’ ? A 192 A3
0,0 l , ,|' T | T ....||| : . 1l Al ‘| :
20 30 40 50 60 70 80 20 100 110 120 130 140 150
10.0 Entry #30004, ecgne-(CﬂS)' 4% n—Decane $$ Isodecane $$ n-Cl0H22.%¢ UN 2247 (from WILEY275,1
: ' N
8,04
]
b 6409 -
o
S, 71
4,0
- 27 AN
2 7/ ® (
é 2,04 l | I 34\I /99 /113 142\ . N
0.0 ll I 1 il A )
- 20 30 40 B0 60 _BO/ 20 100 110 120 130 140 150
mez
Entry #42760, ecane (CAS) $% n-Undecane $% Hendecane 4% n-CiiH24 44 UN 2330 (from HILEYZ
10,0 Y U\43 57
8,0
~
-
& 6.0 -
¥ [N
o 40 85\ ){
§ 2,0 : ' -
z | 99\ /99 /113 156\ -
0,0 | | 1 ' . I
20 30 40 50 . 60 S 70 80’ 20 100 110 420 1130 140 150
N N.T¢ 1 .
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Data File$ /chem/HP19760,1i/14feb21 ,b/cth0975_1ib,d

nate $ 21-FEB-2014 16344
l Ci ient ID$ HSO11
Sample Infoi H50113736666531303SAMPLES S
‘Volume Injected Cul>: 1,0
Column phase: JtW DB-BMS

Instrument: HP19760, 1

QOperator: jmg00346

Column diameters 0,18

Page 14

Library Search Compound Match CAS ‘Number . Library Entry Quality Formula Weight
Dietﬁglamine, 2,2’~dichloro- 334-22-5 NISTOBa,1 18177 C4H9C12N 141
Acetonitrile, dichlorofluoro- 353-82-2 NISTOBa,1 14290 9 C2C12FN 127
Acetonitrile, dichlorofluoro— (CAS) $¢ D 363-82-2 WILEY275,1 18376 9 C2C12FN 127
16.0 Soan 772 (6,037 min) of db0975_lib.d.'(8|.$bzt/r';dted) (SCALED>
8,0
~
'
i\
I ,
A /42
6 6 '
g 2,0 LN
Z : 8 104\ - A06
0,0 - N | Iy |.||||--. I.n..ll. 4\. hl |./.' .
' 2 30 40 50 60 ‘70 80 20 100 110 120 130 140
10,04 Entry #18177, Diethglamine,.2,2'—_diohloro- (Frbm_\N‘Ie%TQEa.D (SCALED>
8.0
B oo ¥ .
o . X ;
: X~
Y 4.0 /63 )(
A
2 ) 27. Bén.
e 36 N
2.% /1,5 7 A% 141 i
; : : : - 12 \ 45 )
0.0 .1 .. |||I| |I.l..|||l.'..|......|l R ...|../a Gl v, °\ ] . Dq:\ -
: 20 30. 40 - 650 60 70 80 20 100 110 120 T 130 140
. o : : . n 'z
L  Entry #11290, Acetonitrile, dichlorofluoro- ‘(fropm NISTOSa,1) (SCALED)
10,904 92)
8.0
# /
15 6.0
S N
R
5 4O X
2
é 2,04 ‘24, /66 ) .
R /.2 N /35 /47 ﬁ7 8: - A0l 08 127 29 . - .
o,0d 1 . e b T R 2\. L. il ./1 Kl \/1 ’
20 30 40 5 60 70 y 80. 90 100 - 140 120 130 140
| . mfZ - .
: 1'0 o o Entry #18375, Acetonitrile, dichlorofluoro- (CAS) $¢ DIC;!LIJ OFLUOROACETONITRILE (from WILEY
LV eV 7 . . .
8,0 -
N J
$ 6.0 X
*
b
o
o 4,0
§ ‘2.0 31 ]
2 AN e S N FCNQPT e
0,04 ] | - . 1. [ | I . il \ - "
20 30 40 1] 60 70 , 8¢ " 90 100 . 110 120 130 140
. n’z
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Data File: /chem/HP19760,1/14feb21,b/db0978_lib,.d

Date ¢ 21-FEB-2014 16344

Client ID; H5011

Sample Info: HB0113736666631303SAMPLES s
Volumehlnjected ulds 1,0

Column phasei J&W DB-BMS

Library Search Compound Match

Propanoic acid, 2-chloro-, methyl ester
SEC-BROMOBUTAME-1,1,1,2,3,3-Dé $% 1,1.,1,
Bis(,beta,-chloroethyl) sulfone

- CAS Number

17639-93-9
83966-37-3
471-03-4

Instrumentt HP1976¢,1

Upérator: Jmg00346

Column diameters

Library

NISTOBa, 1
WILEY275,1
NISTO5a,1

0,18

Entry

9448 -
23974
60083

Quality

3
32
23

Page 15
Formula Weight
C4H?C102 122
C4H3D6Br 142

C4HBC12028 190

LSoan 866 (6,520 min> of db0975_lib.d (Suktracted) (SCALED

146} .

10.0
8.0 K
-~ 6
& b
8 6,01 ~ 3\ . /Y\
¥ 8
~ 2
M Xt //e .
2,0, A%
g M 50\\ 110\\ //417 s
0,0 . ool ol .ull h-llunllh.. u Voo o .lh.- J o L .. JUL
20 30 40 50. 60 B‘E 110 o120 130 140 150
10,0 Entry #9448, Propanocio aoidihgiohloro-, methyl ester (from NISTOSa,1> (SCALED)
* ! ' . . .
8,0
”~
) .
& 6,0 ) \><// .
3 2
= 4,0 S .
fool N )2& . |
, | 79\ 3 N
0,04 L “ul toaar o Watan wivats I.|' HI 1. . . . ...|| . v e . .
20‘ 30 40 80 - 70 nﬁ; 20 100 119 420 130 140" 160
10.0 Entry #23974, SEC-BROHDBUTQNEzéﬂg,1,2,3,3-n6 +% 1,1,1,2,3,3~HEXRDEUTERC~2~BROMOBUTANE (from
8,01 .
”~
o .
8 6,04 {
o
3
T 4.0 4 .
o
33
5 2.0 4 ‘ s 1 AR
0.0 l||l ,ll' . Ath | ] . : \\ ' ] ' .
20 30 40 B0 - 60 70 - 20 100 140° 120 © 130 140 T 4150
Ve 4 : .
10,0 ~p7 Entry #50083, Bis(.betag:gggoroethsl) sulfone, (From NISTOSa,1)> (SCALED)
8,04
[
8 6,9 )x{
o
N X
~
o 40
g 2,04 g ’
$ SN SN 2\ 127 30
0,04_- ' f [TEREY ] BT | || 1. s v s | - . 1154
20 30 40 50 60 70 . 80 20 100 11¢ 420 130 140 190
'z

IDw'a3800193
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Target compouﬁd, do not report.

ajs00193 03/02/2014

Data File$-/chem/HP19760,1/14feb21 ,b/db0975_lib,.d Page 16
Date ¢ 21-FEB-2014 16144
"Client ID: HBO11 Instruments HP19760. 1
Sample Infoi H5011:736666531$0:SAMPLES $3
Volume Injected ¢ul>: 1,0 Operators$ jmgo0346
Column rhasei JiW DB-BMS Column diameter: 0,48 '
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
Cgclohe;anemethanol, 4-methyl-, trans- 3937-49-3 NIST05a,1 12246 63 C8H160 128
Cyclohexanemethanol , 4—meth91;, trans- ¢ 3937-49-32 WILEY275,1 19674 53 C8H460 128
" Cyeloheptanemethanol 4448-76~-3 NISTOBa, 1 12097 50 C8H1€0 128
10.0 sga €6.713 min) of db0975_lib,d (Subtracted) (SCALED>
8,0
» 7
$ 6,01 81 /7
3 N 9B\
o o /4 1
n
. 17
5 2,0 . A0 6\4\73
0,0 Il . l|”l .||| | [N ,l I . ) “
Co20 30 40 50 J7o T80 90 100 110 120 130 140:.. 150. 160 170
Entry #12246 Caolohexanemethanol, 4-methal-, trans- (from NISTOBa,1) (SCALED)
10,0 55
8.91 / ' ‘\(\
~ .
™
s 6.0 / / .
¥ /. / ,
Y o4 oJ 9?\
» .
- 41,
: . 81
22 , 6 AN
2,0 AN ,
. | 110\
0,04 .|'I.| .|!II.. Lol I ..Ill. Y || || . .I. , . R
- 30 40 5O 60 70 80 . 100 110 | 120 120 140 160 - 260. - 170
16,0 Entry #19674, Cyclol ex?snemathmol,' 4-methyl~, trans— (CAS) $$ TRANS-1-HETHANOL-4-METHYLCYCL .
* . -
8,04
5
& 6.0
P2 | .
B
o 4.0 /9?
B
. 27 81\ 9
2,0 / 5 - o
-o‘oj . | . B [l ||| “ - II ' !
- 20 v 30 40 60 60 70 C 90 100 110 120 130 140 150 1690 170
. m'z _
Entry #12097
10..0- sg,,r‘g 12097, Cycloheptanemethanol (from NIST0S5a,l> (SCALED>
8,04
-~
':‘ 6 o 2 -
<O +
3 /7’
¥ 4,0 8
-g 41 N N
5 2.0 2N . . 9
£ N l ™ Ao
0.0l '.|||.r| . || s Ll N “ ol “ :
20 30 40 50 - e0 70 80 - 90/ 100 110 120 130 140 150 160 179
Moz .
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-

Data File: /chem/HP19760, 1 /14feb21.b/db097%_1ib,d
Date § 241-FEB-2014 .16¥44

Client ID: H5011

Sample Info$ HB50113736666531303SAMPLESSS

Volume Injected CulLd: 1,0

Instrumenti HP19760,1

Operators jmgo0346

Page 17.

Column phase¢ J&W DB-BMS Column diameteri 0,18
Likrary Search Compound Matoh CAS Number Library Entry Quality Formula Weight
Cyclopentasiloxane, decamethyl- 541-02-6 NISTOGa,1 161016 20 C10H3006815 370
Cyclopentasiloxane, decamethyl- (CAS) ¢4 541-02-6 WILEY275,1 221486 . 83 C10H30055i8 370
1,3~BISC(TRIMETHYLSILYLOXY)-2-TRIMETHYLSI 0~00-0 WILEY275,1 266988 43 C24HB1NOBSi6 573
10, 01 73~ Soan 1005. (7,396 mind of db0975_lib.d (Subtracted) (SCALED) .
8,04
g )
(
3 .
NN 267
5 N LN
5 2o 7 5 R B 23 | 32 )
1 ﬁ ~
0,0 o : . 4\ . R /2 — I 3\ . [
40 60 80 - 100 120 140 160 180 200 220 240 ' 260 280 300 320 340 . 360
10.0 73, Entry #161016, Cyclopentasiloxane, decamethyl- (from NISTOSa,l) (SCALED>
*
8.0 .
) .
1% 6.04 385
‘;(' J LN
- 267
- 4.0J ™~
E 291 AN ‘7 133 164 193 207 24N RN o
O‘OJ ) ¥ 0 Il. . vl.‘/’i W T\‘“ T LT L T ..{ e e e ’-».. II-. ( i . ™ (73 M,
' 40 - 60 . .80 100 120 140 160 wmoﬁ—z 200 220 240 260 280 300 320 340 . 360
10,0 Ent;gjzzuae, Cuclopentasiloxane, decamethyl- (CASY $% Dimethylsiloxane pentamer $$% DECAHE
+
8,0
~ 355\
Ix]
267
6,0 ;
& AN
3
. He0
g 7
2.0
2° 191 207 323\
0,04 1 | ‘\'u " . | | |I| . . 1¢ {u
40 (2] 80 100 120 140 160 ,18;(_ 200 220 240 260 280 300 320 340 360
" - - r 4 . - - .
10.0 Ent;yzssasa, 1,3-BISCTRIMETHYLSILYLOXY)-2-TRIMETHYLSILYLAHING-3~(3" ,4”~BISCTRIMETHYLSILYL
8,0 .
§ 6,0 35
+ 91
3 ™
o 4.04 .
£ ’
2 &° N N 291 -
z \ 17 a3 218 267 8
I NoOA / AN N\
0,04 = i | | " I. 1 ' . il ' I . V. h .
40 €0 80 100 120 i40 160 180 200 220 240 260 280 - 300 320 340 360
. . Mz .
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Data Files /chem/HP19760,i/14feb21.b/db0975_lib,.d

Page 18

Date 3 21-FEB-2014 16344
Client ID3 HS011 Instrument: HP19760, 1
Sample Info: H50113736666531303SAMPLE: $3
Volume- Injected Cul)g i.o Operators jmg00346
Calumn phaset J&W DB-BMS Column diameter: 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
4,7-Methano~-1H-indene, 3a,4,7,7a~tetrahy 77-73-6 NIST¢5a,1 13652 ‘43) C10HAZ 132
Bieyclof2,2,11hept-S-en-2-0l 13080-90-5 NISToOBa,.l 5687 46 C7H100 1190
2-Norbornen-5-ol, formate 1000142-75-9 NIST0Ba,1 16733 46 C8H1002 - 4138
- 1079 (7,826 min)> of db0975_lib.d (Subt ted) (SCALED)
10,0 Scan ? min) of ib, ubtracte 165
]
8.0 /* \(/
~ 1Y
S 6.0 N \)\\f\
N
L
4,0
E S N
12
2404
0,0 Jleo 11 |v|||. . llll | I, |.|I Ill JRTIPE e oL L LI . sl Labas | I 1
' 20 30 40 60 60 70 80 0 100 110 . 120 130 140 150 160 170
'10 o Entry #13662, 4,7—Hethaerg;1.H-indene, 3a,4,7,7a~tetrahydro- (from NISTOBa,1) (SCALED)
.
8,0
(2
§ 6.0
¥
4,0 )(
5 "
g 39\\ 13 .
2.0 0 /67 91 .
N I I N\ N | A%
0,04 o o III.‘... .ll’l;... 'Ill"-- . ‘-lll |. b, L EPRTYRTTUNOUNr X1 IO e o Y, . . .
ot 20 30 40 50 [-14) 70 80 mao 100 110 120 130 140 160 160 170
Entr ~Begn-2-01 (F 5
10.0- Entry #9687, Bﬁiggglotzfﬁ.llhﬂpb Berp 1@y rom NISTOSa,1 (SCALED)
8,0
o~
foy
b 6.0 )/
B,
T 40
g .
39
§ 20 Ve . o N
0.0 ] ||!|. .o || [ _ ; |
’ .20 30 40 850 =14 70 .86 , 90 100 119 120 130 140 150 160 170
n/z . ; : ol
10.0 Entry #16733, 2-Norbornen-6-ol, formate. (from NISTOSa,l> (SCALED> ]
N - -
X
s
™ .
$ 6,0
3.
~
4.0
3
5 2,04 3 " ;
F3 LN N N 77 Ve 138, A3
ool ... VPRV PR || B T o . I
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
_n/z

03/02/2014 at 13:26-.
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Data File: /chem/HP19760,1i/14feb21,b/db0975_1ib,d a .

Date t 21-FEB-2014 16144

Client ID; H5011

Sample Info3 HB0113 736666531303 SAMPLES 3 3
Volume Injected (uL)z 1,0

Instrument: HP19760,i

Operator$ jmg00346

Page 19

Column rhase? J&N DB-SMS Column diameter: 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
2,6-Dichloro-4-fluorophenol 392-71-2 NISTOBa, 1 43383 8é CéH3C12F0 180
2,2-Dichloro-6-methyl-1-oxa-2-silacyclo~ 67608-54-2 NIST0Sa,l 432%¢6 12 C5HeC1208i 180
TELLUROPHENE $$ Telluracyclopentadiene 288-08-4 WILEY276,1 65976 11 C4H4Te 182
So.an 1135 (8,152 min) of db0978_lib,d (Subtracted) (SCALED>
19,04 1 - 180~
8,04
~
™
& 6,0 ¢
11
E N
4.0 .
—t
! 61 34
E 2,0 ° & AN /1 -
0.0 o Ll v, 1T .| ol “I ceee lilo b, L . JHIR
30 40 50 60 70 a0 1(;0 110 12¢ 130 140 150 160 170 i8¢
m/z . .
y Entry #43383, 2, 6-D1chloro—4 Fluorophenol (from NISTOSa.l) (SCRLED)
10,0 180~
8.0 ‘SO ﬂ/(Z/
]
& 6.0
X 16\
Y a0 /o '
- 144\
f
2,01 a /1.46
Z. /31 4 /5 72\ 3 /I.19 1 5
O.OJ A Y 9\ l..uln.ll. e bl II-K TR I|| PPN -|.. [P JhR
. 30 40 60 60 70 80 90 100 110 120 130 140 160 160 170 180
Entry #43296, 2,2-Dichloro-6-methyl-1-oxa-2-silacyclo-3,8-hexadiene (from NISTOBa,1> (SCALE -
10,0+ ) . 180~
8,0
~ .
g 6.0 ‘ 14
a 4\
< 4,0
- 2
r 4
5 2.0
5. [ llin
0,04 . . | — D — | in
30 40 860 1] 70 80 920 10/0 119 120 130 140 150 160 170 180
mlz
Entry #65%276, TELLUROPHENE $$ Tolluracgclopentadxeﬂe (from WILEY275,1> (SCﬁLED)
10,04 182~
. 8,04
7]
8 6,01 . ) 1 12 . 30
N /° N
- 40 '
g 2,04 15 ‘
) |
0,04 | . I ! I . | 1
30 40 50 69 70 80 20 tr'O/O 110, 120 130 140 150 160 17¢ 180
z

Freedom_0006097_0228
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Target 3. 5 e31g_'ature“user ID _'a]SOj_‘.l93

Data File: /chem/HP19760,1/14feb21 ,b/db0978 _1ib,d Page 20
Date 3 21-FEB-2014 16344 )
Client ID{ HBEQi1 Instrument HP19760,1
Sample Info: HS50113736666531303SAMPLES S
Volume Injected (uL>$ 1,0 .Operator$ ,jmg0@0346
Column phase: J&W DB-6MS . - Column diametgr‘: 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula Néight
3-Butenenitrile, -3-ohloro- 21031-46-9 NISTOSa,1 3933 40 . CAH4CIN 101
Bicyelo(2,2.1)hept-G-en-2-one 694-98-4 NISTOSa. 1 5245 49 C7H80 -108
Bicyclol2;2.11hept-6-ene-2-carboxylic ac 120-74-1 NIST¢Sa,1 16806 47 C8H1002 138
Soan 1141 (8,187 min) of db0975_lib,d (Subtracted) (SCALED)
10,0 /66 1657
8,04 \(/
~ \(\
& .
X
)
. 104
~ 4.0 N 125
3 2 °4 .’ N 3
. “ e e | i y
0,0 et .lnll. W . e II....... 1| [N : d1NN
20 30 40 50 [l 70 80 20 100 110 120 130 140 150 160 179
- nlz
| Entry #3933, 3-&)2enenitri le, 3-chloro- (from MIST05a,1> (SCALED>
10,0 )
8,01
® 60 -
% * . /39
: 4,0 - _ 101\ y
z N |
. : 1 04
0,0 .nll. sl || R |.||||.. e |l||l | sltee. . B.\ + ||./.1 .
) 20 30 40 60 60 rd 80 2 100 110 120 130 140 150 160 170
Nz
16,0, Entry #5245, sBicyclo(Z.2.1)he|6t—5-en—2—one (from NIST08a,1> (SCALED)
8,0
”~
4
s 6.0
-
X
N
Z 4.0 y
]
5 108 /\/
£ .
2,0 3 ?
257 N Vs N l 09
o040 . .| f .|I:...| !'ll' ' I | ||I| - . '
20 30 40 50 80 70 ‘80 20 100 110 . 12¢ 13¢ 146 150 160 176
n’z
. Entry #16806, Bicyclo[2,2,1lhept-G-ene-2-carboxylic acid (from NIST0Sa,1) (SCALED)
10001 : . \66 ) . - .
8,04
1.
[x]
2, 6,0 L
~
I -2 .
3 .
g 2.0 9\ RS - -
. 1
=z Ve /?a P 11 20 I a0
0,0l [.. ..||l|...|.. YT TTTren || PN DO 119 % N o\ /1 I/
20 30 40 B8O 60 70 8o 30 100 110 120 120 140 150 160 170
L 4 .
Dlgltal ly 51gned by Andrew J. jStrebel on . 03 / 02 /2 0 14 at 13 126
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Data File: /chem/HP13760,1/14feb2i,b/db0976_1ib,d o : _ Page 21
Date 3 21-FEB-2014 16144 Co

Client IDi HBO11 Instrument: HP19760,1

Sample Infor HB01137366665513035AHPLES S

VYolume Injected (uL>: 1,¢ Operatort jmgod346
Column phase$ J&W DB-BMS Column diameter: .18
Library Search Compound Hatch . CAS Number Library Entry Quality Formula Weight
4,5-BROMOACETYLBENZOCYCLOBUTENE $% Bioyc ‘63606~26-2 HWILEYZ276,1 109601 Ci10H9Br0 224
trans—Z,2,5,5-t-etradeutero—bic3c1o£4,3.b R 98042-55-8 HILEY278.1 15092 .43 CoHED4 124
Cyclopentane, 1,1-dichloro- (CAS> % 1,1 31038-06~2 HILEYZ27G,1 25856 43 CBHBC12 138
Scan 1291 (2,062 mind of db0976_lib.d {(Subtracted) (SCALED .
10,04 66 2117
8.0
™ 1 ) \
§ 6.0 /2 - 226\
X 1¢
T 4,0 BN
[] 62\ . i .
1&g : 8
] . i1 :] i
. Jl 1 b e 5 |
ool I W b bl A TN l I
40 50 60 70 8¢ 20 100 140 4120 43¢ 140 150 160 170 480 4% 200 210 220
10.0 Entry #109601, 4,5-EROMOACETYLBENZOCYCLOBUTENE $% Bioyclol4.2.¢locta-1,3,8,7-tetraene, 3-br 209
*
1
8.0.
)
$ 6,01
]
R
4,0
)
£
§ 20 ¢ ”
0.0 i, I . 1
. 40 B0 60 70 8¢ 9¢ 100 110 120 130 140 150 160 170 180 19¢ 200 2190 220
10,0 Entry #15092, trans-2,2,8,5-tetradeutero-bicuclol4,3,0Inona—-3,7-diene $% iH-Indene-4.7-d2,
*
8,0
™
L 6.0 /W
k: 12
T 4,0 N
]
g 2.0 e
z l l /425
0.0 . | ll ll h H Ih .
40 50 60 70 8¢ %0 100 140 420 130 140 1B¢ 480 170 180 4190 200 210 220
: = no'z -
16.0 Entry 12\‘.’:6826, Cyclopentane, 1,i-dichloro— (CAS> ¢% 1,i-Dichlorocyclopentane (from WILEY275,
8,0 / . J
2 A '
5 6.0 ’ : . _
3 SN . \/
- 4.0
E oo
zo * /?6
0,04 l l it £t l} ,l it .
40 50 ¢ . 70 80 20 100 110 120 13¢ 140 180 160 170 180 - 19%¢ 200 210 220
nez ~ . .

‘Digitally signed by Andrew
Target 3.5 esignature user
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Data File: /chem/HP19760.i/14feb21,b/db0975_1ib,.d Page 22
Date 3 21-FEB-2014 16344
Client ID: H5011 Instruments HP19760.1
Sample Info: HB0113736666631303SAMPLES?S
Volume Injected (ul)i 1,0 Operator: jmgd0346
Column phase: JiW DB-5MS Column diameter: 0,18
Library Search Compound Match CAS Humker Library’ Entry Quality Formula Weight
Sulfur monochloride 10026-67-9 HISTODa,l 14872 27 ‘ci2sz- 134
1,4-Dichlorophthalazine 4752-10-7 NISTOSa,.1 -6e2ae & C8H4C12M2 198
1,4-Dichlorophthalazine $$% Phthalazine, 4762-10-7 HILEY278,1 82188 35 C8H4C12N2 198
Scan 1392 (2.656 mi%of"' 0975 _lib.d (Subtracted)> (SCALED . .
10,04 9 199
8,0 N ’
~ R
2 eo N i
40
g ® N
~
— '?'o
73 152\ 6
2.0 10 37 +
; lln N i i 3
0,0 a .||| l. ll l. n““n lhlhl.« i e ..islu..' RTPPS o ... - Lo bt i JT
30 100 110 12@ 130 140 150 160 170 180, 130 200
: nez ' :
N Entry #14872, SulFur monochloride (from NIST0Ba,1> (SCALED
10,04 25
8,01 1
. N
b 6.0
o .
4
3 /~ 4 )/
4,04
- /32
: E 2,0 :
] //139
0,0 .-I | - 1. A . [1 11 PO -{.‘ —— . — . .
40 50 ] 7¢ 80 90 100 110 120 130 140 150 180 170 180 190 200
n'z
) Entry #56222, 1,4-Dichlorophthalazine (from NISTOGa,1) (SCALED)
10,0, 1987
v .
8,0 . J , E!
[ B
o bt
% 6.0 )</ /lék
E ol e
- 170\ :
g 5 78 02 12 3%
z& 2,0 ™ 4 ™ 4 - A
44 03
0.0 L. ..Illl... NI llli R .n?i’ll. 1 PRI lil‘ /A A ‘l.. | I?\.
‘40 80 60 70 20 0 100 110 120 130 146 150 460 170 180 190 200
. n'z_
10.0 Entry #82188, 1, 4-D1ch10rophthalazzne $% Phthalazine, 1,4—dxchloro- {from WILEY275,1) (SCAL 198~
8,01
~ %
m ; .
s 6,0 . .
o
Z
4,0
b : 42
N 128 e N
2,0 ° o _ goz
o.oJ | ] (Il {hi 1 ! I II
40 80 60 7¢ B8O 20 100 11(;5/ 120 13¢ 140 i5¢ ie0 170 180 190 200
Z

Dlgltally 51gned by Andrew [
Target 3 5 e51gnature user ID a3500193

Strebel on 03/02/2014 at 13 26.
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Data F 119' /chem/HP13760, i/14Feb21 b/do0375_lib,d . Page 23
Date z 21-FEB-2014 16344 -

Client ID: HBO11 . | Instrument: HP19760,1

Sample Info! HE011:73666663130:SAMPLES 3

Volume Injected (uL)$ 1,0 Operator: jmg0d346

Column phase$ J&d DB-GMS ) Column diametert £.18
Library Search Compound Match CAS Number . Library Entry Quality Formula Weight
2-bromo—7,-7-dichlorocgolo[4.1.d]heptan 113035-97-6 WILEY2785,1 127158 9 " C7H9BrCl2 242
4,5-dideuterio-2,3-dibromothiophene 137040-63-2 HWILEYZ275.1 126221 C4D2Br2s 242
Benzimidazolo[4,5-031,2,6~thiadiazole, 7 39692-72-8 MHISTOBa,l ‘88219 1?7 C8H3F3N4S 244
"~ Soan 1634 (10,478 min> of db0976_1ik.d (Subtracted> <SCALED) '
10,04 ’ ] 244"
9
8,04 . 9\ T\
~
™ : .
$ 6.0 . '
Ly . .
x .
R ’ . ’ ’
- 13
E 2,0 74 N 2 % ‘ 48
M 08 ; 20!
. l el A A W
0,0 I|I|| lihi 1“”;:I e ullh l h i R L : il
: 40 8¢ 90 106 140 120 130 140 150 160 170 180 190 200 240 .220 .230 240 230
n'y
10.0 Entry 812?158, 2-bromo~7 ?—dzchlorocsclo“.i O]hept.an (Fron HILEY275.1) (SCN.ED) \oa4
8.0 X Yy
& : K
$ 6.0
L)
R
4,04
-
™
E 2,0
0.0/ : i ..
40 BO 60 70 80 90 100 410 4120 43¢ 140 450 460 470 180 190 200 210 220 230 240 250
Entry #125221, ,S—ciideuterm-z 3—dibronothiophene (Fron HILEY275, 1) {SCRLED>
10,04 244
8,01
o .
& 6,04 /84
d
9 .
~
2 4.0
n
E.
5 2.0 H
z
o.o . _
40 50i 8¢ 70 8¢ 90 196 i1¢ 120 130 140 150 160 470 4180 190 200 210 220 230 240 250
miz
. Entry #88219, Benzimidazolol4,5-cl1i,2,5-thiadiazole, 7-trifluoromethyl- {(from NISTOSa.l) (S
10,0 244"
3
o N | X X
S 6,0 -
S O . 22
. | ~ N
T 4.0 a8 /7
; 2,0 S M3 g AN /19?
2" I | . 0\ /A /185
0,0d 111 | ||l| u-lh-ll “ |hllll‘lwll“ln'h‘n“!'hﬂ'"uthnh“lnn"h.nl-‘ i .ll mll. b etteatb el bt lln..l.. NN |l. Ll Il..-.
40 76 80 920 100 110 120 130 (’140 150 160 470 480 190 200 210 220 230 240 250
nez, : -

Freedom_0006097_0232



File :
Operator :
Acquired :
Instrument

Sample Name:
Misc Info :
Vial Number:

/chem/HP19760.1/14feb20.b/db0881 1ib. d
jmg00346

20-FEB-2014 11:18

HP19760.1

H5021;7366669;1;0; SAMPLE

14050WAD; WL13166:;1052 1000 0;db0837;13166;

12

&@
5.2
5.0°
o
4.6
m%
4.2
.00
3.8
3.6
3.2
100
2.8

¥ (x1076)

2.6°
2.4°
2.2
2.0°
1.6

1.6~

2-Fluorophenol

~Phenol-d6

1.4-Dichlorobenzene-d4

Naphthalene-d8

MS HP ChemStation

10

d

di0
2,4.6-Tribromophenol

Acenaphthene
henanthrene-d

PR

e — Py rene-d10

= Perylene-d12

.10. —

T ——
12 13 14
Tine (Min)

Freedom_0006097_0233



/chem/HP19760. 1/14feb20 b/db0881 lib.d
02-Mar-2014 13:42

Data File:
Report Date:

Lancaster Labs

Page 1

Data file : /chem/HP19760. 1/14feb20 b/db0881 lib.d

Lab Smp Id: 7366669 | Client Smp ID: H5021

Inj Date 20~-FEB-2014 11:18

Operator jmg00346 Inst ID: HP19760 i

Smp Info H5021;7366669;1;0;SAMPLE; ; ;

Misc Info 14050WAD;WL13166;;1052;1000;0; db0837 13166;

Comment Max. number of TICs to report is 50, 14 TICs were found initially.
Method /chem/HP19760.1/14feb20.b/8270_WVA_lib.m

Meth Date 01-Mar-2014' 20:47 ajs00193 Quant Type ISTD

Cal Date 11-FEB-2014 17:36 Cal File: db0387.d

Als bottle: 12 ;

Dil Factor: 1.00000

Integrator: Falcon Compound Sublist: house_lib-376.sub

3.50
d26cs01

Target Version:
Processing Host:

Concentration Formula: Amt * DF * Uf * vt/ (Vo)

* Cpndvariable

Name Value Description

DF 1.00000 Dilution Factor

Uf 1.00000 ng unit correction factor

vt 1000.00000 Volume of final extract (ul)

Vo - 1052.00000 Volume of sample extracted (mL)

Local Compound Variable

ISTD
* 21 1,4—Diéhlorobenzene—d4 6.101 1118043
* 48 Naphthalene-ds 8.059 1581889
CONCENTRATIONé . QUANT )
RT AREA ON-COL(ng/ul) FINAL( ug/L) QUAL LIBRARY LIB ENTRY CPND #

Methane, bromodichloro- CAS #: 75-27-4

1.706 149223 1.33468325 1.26871 91 NISTO05a.l 31325 21
1,1-Dimethyl-3-chloropropanol CAS #: 1985-88-2
3.268 20615004 184.384640 175.27057 83 NISTOSa.l 9464 21

" Freedom_0006097_0234



Data File: /chem/HP19760.i/14feb20.b/db0881 1lib.d
Repdrt Date: 02-Mar-2014 13:42

CONCENTRATIONS . QUANT

RT AREA ON-COL{ng/ul) FINAL{ ug/L) QUAL LIBRARY LIB ENTRY CPND #

Butane, 2,3-dichloro-2-methyl- CAS #: 507-45-9

3.495 1466076 13.1128699 12.46470 78 NISTO05a.1 17537 21
2-Butanol, 1,4-dichloro- o o CAS \#:.2419-74-1 -

3.746 172664 1.54434419 1.46800 © 33 NISTO0S5a.l 18643 21
Butane, 2,3-dimethoxy-2-methyl- CAS #: 74421-00-4

4.014 336144 3.00654217 2.85792 36 . NISTOS5a.l 13998 21
2-Methyl-3-bromo-2-butanol CAS #: 2588-77-4

4.375 62017 0.55469563 0.52727 9 NISTOSa.l 33655 21(L)
Cyclotetrasiloxane, octamethyl- CAS #: 556-67-2

5.634 59983 0.53649970 . 0.50998 91 N1STOS5a.l 122480 21
0-CHLOROPHENOL-D4 CAS #: 0-00-0

5.751 838425 7.49903443 7.12835 94 WILEY275.1 18902 21
Decane CAS #: 124-18-5

5.903 192209 1.71915777 1.63418 94 NISTOS5a.l 18485 21
Propanoic acid, 2-chloro-, rﬁethyl ester CAS #: 17639-93-9 )

6.515 1191113 10.6535497 10.12694 38 NISTO0S5a.1l 9448 21
Cyclopentaailoxane, decamethyl- ) CAS #: 541-02-6 .

7.395 118116 0.74667813 ° 0.70977 90 NISTO0S5a.l 161016 48
4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy CAS #: 77-73-6

7.826 82218 0.51974800 0.49405 - 25 NISTO5a.l 13652 . 48 (L)
2,6-Dichloro-4-fluorophenol CAS #: 392-71-2

8.152 134302 0.84899858 0.80703 89 NISTO5a.1l 43383 48
3-Butenenitrile, 3-chloro- ) CAS #: 21031-46-9

8.187 195666 1.23691424 1.17577 50 NISTOSa.l 3933 48

QC Flag, Legend

L - Operator selected an alternate library search match.

Dlgltally 91gned by Andrew J Strebel on 03/02/2014 at 13 43
] 5 _gnature user ID _a3500193 '

Page- 2
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Data File: /Zchem/HP19760,i/14feb20,b/db0881_lib,.d

Date 3§ 20-FEB-2014 11:18

Client ID:

H5021 Instrumentg HP197

Sample Info: H50213736666931303SAMPLE:

60,1

Page 3

VYolume Injected (ulL>$ 1.0 Operatori jmg00346
Column phase: J&W DB-5MS Column diameter: 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
Methane, bromodichloro- 75-27-4 NIST05a,1 31325 91 CHBrC12 162
Methane, bromodichloro— (CAS) $$ Bromodi 75-27-4 WILEY275,1 46490 91 CHBrCl2 162
Trichloromethane . 67-66-3 NISTO5a,1 8712 - 78 CHC13 118
Scan 29 (1,706 min)> of db088L_lib,d (Subtracted> (SCALED)
10,0 R
8,04
~ .
™
L 6,04
-«
X
- .
o 401
g 7
5 2,04 /’4 12
z | /91 31
0,01 III | II 1 .| Bl | | 1
20 30 40 50 60 70 80 90 100 11¢ 120 130
Mz,
Entru #313256, Hethane, bromod:chloro-‘(Frog}ﬂjSTOEa 1> (SCALED)
10,0 8 -
8.0
3 //35 \/// “///' )
$ 6,0
d
R
o 4.0
£ . el 12
zs 2,01 /35 : /93 9\
0,0 . [ |||I | I d o I,l 1
20 30 40 60 70 80 90 100 110 120 130
n'z
16.0 Entry #46490, Hethane, bromodichloro- (CAS) $% Bromodxcgl romethane $4 Bromodichoromethane
8,0
5
5 A
§ 6.0
o
R’
o 404
2
< 2.0 12
§ 2.9 % | e ™
0,0l | || I-I -l i | | )
20 30 40 50 . 60 70 80 20 100 11¢ 120 130
m/z
. Entry #8712, Trichloromethane (from NISTOQEél) (SCALED>
10,0, ) 3
8,04
-
™
S 6.0
-
x
~
- 4.0w
7 //47
§ 2.0 7 82\\ 118\\
z 3 | )
0,0 .(/4 I... |]| 3 O\\ . [N .|. RN
20 30 40 50 60 /70 80 20’ 100 110 120 130
n’z

D1g1tally s1gned by’ Andrew J. Strebel on 03/02/2014 at 13 43
Target. 3.5 e51gnature user - ID a3500193

t
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Data File! /chem/HP19760,1/14feb20,b db0881_lib,.d

Date 3 20-FEB-2014 11348
Client ID§ H5021

Page 4

Instrument: HP19760.i

Sample Info: H50213736666931303SAMPLES

Volume Injected CuL>$ 1,0

Operatori jmg00346

Column phase: Ja&M DB-BMS Column diameter: 0,18
Library Search Compound Match CAS Number- Library Entry Quality Formula Weight
1,1-Dimethyl~3-chloropropanol 1985~-88-2 NIST0Sa,1 9464 (EE:) CSH11C10 122
- Acetamide (CAS) $¢% Ethanamide $% Acetic 60-35-5 WILEY275,1 589 2 C2H5NO 59
2-Butanone, 3-hydroxy-3-methyl- (CAS) $$ 115-22-0 WILEY275.1 7524 40 C5H1002 102
Scan 297 (3,268 min) of dbOQEé_Iib.d (Subtracted>’ (SCALED>
10,0 Ed
8,0
~
IR
$ 6.0
w 3
% /4
T 4.0
[ 107
£
é 2,04 ‘ 53\\ 69\\ 22 o s N
' \\ 11
0,0 .|I [ ISP [P LT S B TSN EPS PR / nrz\ ..|.Iq’§ .
15 20 25 30 35 40 45 50 55 60 65 70 75 8¢ 85 20 95. 100 105 110
m/z
Entry #9464, 1,1-Dimethyl-3-chlgropropanol (from NIST0S5a,1)>  (SCALED)
10,0 ery tr dr Yl=s 59}!“ Prop. . )
8.0 43\ L}/
o] .
$ 6.0 v
% V/
_, 4.0 / 4 107
g A y v N/
§ 2.0 / / N 2/ \ X
2 | | | A3 / A N P
0.0 | | Ll 1l o | . 1.1
15 20 . 25 30 35 40 45 50 55 60 65. 70 75 80 85 20 95 100 105 110
. m/z
16.06 Entry #589, Acetamide (CAS) $¢ Ethanaml%; 4% Acetic acid amide 4% Methanecarhoxamicde $$ Ace
4
8,0 /4
”~
4
%
& 6.0 3\
« -
X
4,0
5 | e X
e
g 20 3 | /Aé :
Q0.0 o | | |
: 15 20 25 30 35 40 45 50 55 60 65 7 7B 80 -85 20 95 100 105 110
m/z
160.0 Entry #7524, 2-Butanonre, 3-h3droxg—3-me%§;}:_(CQS) 4% 3-Hydroxy-3-methyl-2-butanone (CAS) ¢
8,04
~
'Y
$ 6,0
-
< 31
4,0 Vs
— 4
I N
G 2.9 71
= NN / /7 oz
0,01 . | | [N il v | .
15 20 25 30 3B 46 45 BO 55 60 65 70 75 8 85 90 95 400 105 110
: nez :

Dlgltally s1gned by

Target 3.5 esignature user ID:

Andrew J. Strebel on 03/02/2014 at 13: 43
ajsOOI93
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Data Files /chem/HP19760,i/14feb20, b/dk0881_lib,d Page S
Date ¢ 20~-FEB-2014 11318 ) )
_Client ID: H5021 Instrument$ HP1976¢.1
Sample Info: HB021:73666693130:SAMPLES S .
Volume Injected Cul>: 1.0 Opera‘t.or: Jmgo0346

Column phase: J&W DB-BMS ' Column diameter: 0,18

Library Search Compound Matoh CAS Number Library Entry Quality Formula Weight
Butane, 2,3-diochloro-2-methyl- B507-45-9 NIST0Sa,1 17637 ( 78 > C5H10C12 . 140
Butane, 2,3-dichloro-2-methyl—- (CAS) $$ §07-45-9 WILEY275,1. 27339 . 78 CBH10C12 140
Propane, 2-chloro-2-nitro- (CAS) $$% 2-Ch §94-71-8 WILEY275,1 16060 25 C3HBC1ND2 123

. Scan 336. (3,496 min) of;;yaai_lib.d_ (Subtraoted) (SCALED)

10,0
8,0
)
< 1
% 6,0 /4 J
T 4.0 , _ /7
P
3 . . 10
& 2,0 3
z /5 /6 I /69 5\ /110 125\ /127
0,0 |||....|||n|||. ..|||.l.|.l. vt . [ . .|.I... . .
3¢ 40 50 (2] 70 80 20 10¢ 110 120 130 -140
Entry #17537, Butane, 2,3-dich10@:2—methul- (from NISTOBa,1> (SCALED>
10,0 ’ 77
8,04
)
S 6,04 RNy
3 A/
4,04 . o
E’ i MAN v v 4
2,0 5 ] ’ 0!
£ " | | N P | 8N N /ly A w@o
0,00 .alel. . dado il ..|.|.l.|.. o, . . . [ . || —_— e 4
30 40 50 60 . 70 80 90 100 © 110 120 130 140
. n’z . X . - .
10.6 Entry #27339, Butane, 2,3—dichloro—2—methah;7($n8) % 2,3-Dichloro-2-methylbutane $% Amylen
8,0 .
I+ .
(O 6,04 ) ‘/ . / . -‘/ .
X / 2 ve v
- 40 6\ / /
£ 2 5 10 '
£ 2,0 6
g2 AN N Vo AN 07 EN
0,0 | , 1 | | I . | I t '
30 40 50 60 70 /30 290 100 110 120 130 140
m/z
10.0 Entry #16050, Prqpane, 2—ch10ro—2—nitro;7 ﬁﬂS) 4% 2-Chloro-2-nitropropane (from WILEY275.1)
8.0 .
~
™
$ 6,0 : Y
¥ .
~
4,04
i
4 9
g 20 /4 /61
0,04 | | 1 . [ aldel, : .
30 40 50 60 70 /30 90 100 110 120 130 140
mn/z : .

‘Digitally sign
 Target, 3.5 ¢

Freedom_0006097_0238



Data File: /chem/HP19760,1/14feb20,b/db0881_lib.d Page 6°
Date § 20-FEB-2044 41318°

Client ID: HBO21 , Instrumentt HP19760,1

Sample Infoi HB0213 736I6669 31303SAMPLES s 3

Yolume Ih,jected ubd: 1.0 Operator: jmg00346

Column phase: Ji&W DB-5MS Column diameteri 0,18

Library Search Conpoumli Match CAS Number Library Entry Quality Formula Weight
2-But;anol » 1,4-dichloro~ 2419-74-1 NISTOGa,1 18643 @ C4HBC120 142
.alpha.-Chloroethgltrimethglsi lane 7787-87-3 NISTOSa, 1 15494 2 CSH13C1Si 126
Chlorodimethylethylsilane 6917-76-6 9416 2 C4H11C1Si 122

NISTO5a,1

Scan 379 (3,746 min) of dbog%glib.d {Subtracted? (SCALED)

Target 3'

es:l.gnature use'_ ~ID:.a3s00193 .

10,0 .
9
B L
2] 3
£ e.of e MV\ [
«
X
o
o %0 /5
£ . N7
g 29 l 128\
0,0 ||o |||I| ||. .|.|l [T ol |I | ]
20 30 0 80 90 100 110 120 130 140
S mlz
10.0 Entry #18643, 2-Butanol, 1,4~dichloro- (from NI TO'53a.l) (SCALED)
+Qq . .
8,0
8 /
1 6.0 2 .
-
R / 7
T 40 . '{
g B 3\ 57\ K
g 2 5 ‘ 6 N 106 A24 141
o0l 1 . ..||.|. TN ..|3|.|...|..;..|..|.. .....|||I||.. TRRTR: I PR RN \
20 30 40 50 60 70 80 90 100 110 120 130 14¢
. . mAz
Entry #15494, ,alpha,-Chloroethyltrimethylsilane (from NISTO5a.l1> (SCALED)
10,0 b
8.0 .
» S
$ 6.0 J/
«
x 92
> a0 N/
] 4 5 '>(
£
§ 20 8 2 N 6 i 08
y 7 21 13 39
o.oJ L. . ~-';'||'I'{ .. |.|..I|..».|.|.!.... Lol . + ||/9 . ./1 . / 6\ /L )
20 30 40 - 50 60 - 70 . 89 .90 100 110 120 130 140
Mnez . -
10.0 Entry #9416, Chlorodimethylethylsilane (from NI TO538.1) (SCALEDY
. :
8,0
~
fo3 .
$ 6.0
3
= 4.0] N N
n
£ 7 07
5 2,0 4 ( /6-3 /e /
9 27 12
f L. ] i, N
0,04 . vl ..|.|l-|.. TR | IS I Y PO | 11 .|-....| )i Al loae?
20 30 40 50 60 70 80 20 - 100 110 120 130 140
. Nz
‘Digitally 51gned by« AndrerJ ‘Strebel: on=03/02/20145at713;43

Freedom_0006097_0239




Data File: /chem/HP19760,1i/14feb20,b/cb0881_lib,.d Page 7
Date § 20-FEB-2014 1118 >

Client ID$ H5021 Instrument: HP19760,1

Sample Infoi HB0213736666951303SAMPLES 3

Volume Injected (ulL>: 1,0 ’ Operator: jmg00346
Column phaset J&W DB-BMS Column diameter: 0,18

- Library Search Compound Match CAS Number Library ' Entry Quality Formula Weight
Butane, 2, 3—dirﬁethoxg;2-.methu 1- ! 74421-00-4  NISTOBa,l 13998 C7H1602 .132
Butane, 2,3-dimethoxy-2-methyl- (CARS)> $4 74421-00-4  WILEY275;1 21984 36 C7H1602 132

1,3-Dioxolane, 2-(chloromethyl)- 2568-30-1 NIST¢Ba,1 9443 9 C4H?C102 122

Scan 4265 (4,014 min> of db0881i_1 lQ.\d? 3( Subtracted> (SCALED)

19,0
8,04 . .
) ) .
§ 6.0 U A
X
- .
¥ 4.0, . .
2 3
§ 2.0 : 5 AN L Caza
z /P 8\ 101 08 AN
0.0 ’||.| AP P T T |.I . . TR \ ./1 ' [
20 30 40 50 60 /70 80 90 -100 110 120 130
- - L ﬂ p 4 . _ _ B . -
10,0, Entry #13998, Butane, 2,3-dimethox5-72:;ﬂgthgll- (from NISTOBa,1> (SCALED) )
8.0 .
() . v
“E 6,01
= 4,0 . \/ / ) / / )(
§ 2.0f 22 N ) / s / 74 | 5 101 X 5(
z / O™ ul /S Ve AN 148 1A 3
0,04 1.1 Ll L, N I L N N \
’ 200 . 30 40 . 80 60 70 80 . 9% 100 110 120 130
: mez
10.0 Entry #21984, Butane, 2,3-dimethoxy-2-methyl- ;gﬁ) +$ ETHANE, 4;2-DIMETHOXY-1,1,2-TRIHETHY
+* -
i 8.0 : ‘
P | an
§ 6.0 :
o
o : .
4,0 -/
B / 4
4
(=] 200' 2
1 . 8 01 2
z 42\ /4 / { 5\ /- 11 \
0,0 . | | 170 | 1. 1
20 © 30 © .40 50 0 . /70 80 .9 100 110 120 130
> Moz
16.0 Entry #9443, 1,3-Dioxolane, 2—(chlor7ome hyld>- (from NISTOS5a,1> (SCALED>
*v] . ) A
8,0/ ’
o /R
™M .
$ 6.0 )( .
g 4,0 /45
[ 2 .
§ 20 o N l 7
2 42\' e 77 N 5 o8 128\ 25
0,0 ...l...l ..|||.|.. .......l,-..|.|. ..|....|... NP & P RV ' .I..K3 . ] /1 |/1
20 30 40, 50 60 470 80 20 - 100 110 120 130
: - Nz - . N
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Data File$ /chem/HP19760,i/14feb20,b/db0B81_lib,d Page 8
‘Date ¢ 20-FEB-2014 113418
Client ID: HBO21 Instrument: HP19760,i
Sample Infoi HB0213736666931:03SAMPLES
Volume Injected (uL>$ 1,0 Oﬁerator: Jmgo0346
Column phaset J&H DB-5MS Column diameter: 0,18
Library Search Compound Match CAs Hunber Library Entry Quality Formula Weight
2-Methyl-3-bromo-2-butanol 2588-77-4 NISTOBa,.1 33655 @ CBH11Br0 166
2-Hexanone, S-hgdrdxy-J,E—dimethyl- 6321-14-8 NISTOSa.l 20164 o4 C8H1602 144
Butanamide 541-~35-6 NIST0Ga,1 1836 64 C4H9INO 87 _
. : ] B’l
10.04 Scan 487 (4,375 ;-in) of db0881_lib.d (Subtracted> (SCALED) — N \"\} | zN "2
. \
8,0 : -
: AN -
$ 6.0 1
.
3
Y 4,0
E .
2,0 9 151;
2 | /° LN 4§83
0,0 ans Ll [ I ] ] . I 1
: 20 30 40 50 60 20 80 2% 100 11¢ 120 130 140 150
.. m/z
Ent #33655, 2-Methyl-3-bromo-2-butanol (from NIST05a,1> (SCALED>
10,0 ry , H{g éj rom .
8.0
~
™
s 6.0 /
4.0 . - \/ (
E /S / ' ' )( 151, ‘/
§ 2.0 et J S e
2 : : \ 5 07 4
0,0 l.l. TN ||. L. L /3 / . r\F
20 30 40 50 [T 70" 80 90 100 110 120 130 140 150
n/z
10,0 Entry #20164, 2-H%>éa)pne, 3-hydroxy=-3,85-dimethyl- (from NIST0Sa.l1> (SCALED)
8,0
)
S 6.0 /)/\P
«
X
.o : X
E . /4
5§ 2.0 ) o1
Q
o 1 PR e N S
0.0 1N R .1 T | :
20 30 40 ‘50 - 80 70 80 20 100 110 120 130 140 150
. - L mz
"' Entry #1835, Butanamide (from NISTOBa,l> ¢SCALED) -
10,0 44 Y l69- i _
8.0 .
~
S 6.0
g 41; p
¥ AN
- 4.% 27
: | N e 5 7
5§ 2.0 : .
2 18 “ I : ™ | PN
0,0 colido L. I|- 1 . .-l...l NI (18
20 30 40 ) o0 70 : /BO - 90 100 Y110 120 130 140 1%0
nez
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Data File: /chem/HP19760,1/14feb20,b /db0881_1ib,d

Date 3
Client
Sample
Volume

Column

20-FEB-2014 11318

ID3 HBOZ1

Infot H6021}736666921)0$SAHPLE333
Injected Cull: 1,0

rhase$ J&W DB-5MS

Library Search Compound Match

Cyclotetrasiloxane, ootamethgl-
Cyclotetrasiloxane, octamethyl- (CAS) $%
Benzoic acid, 3-methyl-2-trimethylsilylo

CAS Number

556-67-2
556672

Instrument; HP19760,i

Operator: jmgo0346

Column diametert 0,18

Library Entry Quality

NISTOBa. 1 122480 91

WILEY275,1 174362 -8
121892 59

1000163-57-1 NIST05a,1

Page 9

Formula Weight
C8H2404Si4 296
C8H2404S514 296
C14H24038i2 296

Scan 703 (5,634 min) of db0881_lib,d (Subtracted) (SCALED)
10,0 . : 281
3
V2
-
€ 6.0 \
g & (/ﬂ
d
-
Z 4,0
E 73 9
2,01 Ve A5 1R 207 249
2 A8 103 12 63 / / | 285
0,0 ] ] Iu [] [ | |- n/. Hl -I-ll . II. X Ill Iu I-/
40 60 8¢ 100 120 149 }60 180 200 220 “240 269 280 300
. . meZ . - ;
Entry #122480, Cyolotetrasiloxane, octamethyl- (from NIST05a,1> (SCALED)>
10,0 281
8,04
o
$ 600
b s}
X
~
- 4,0 )
£
§ 2.0 EN - Ve 191, A9 249
£ 4 75 03 16 A 23 s | 285
0,04 5\\ f L(/ . (/fn a1 L. L 3\§. 1 N T S 5\\' [, . Lh I(/
40 60 80 100 120 140 160 180 /200 220 240 260 280 300
M’z . - L i
10,0 Entry #174362, Cyclotetrasiloxane, octamethyl- (CAS) $% 1,1,3,3,5,5,7,7-0CTRHETHYL-CYCLOOCT 281~
B
8,04
~
e
s 6,01
L)
X
<
o 4.0
g 2 0 13 //283
1 73 93 24
2" J / N AT A =N ~N l
0,0 . I | st IIII ih ' III Ill
40 60 8¢ 100 120 140 160 180 200 220 240 . 260 - 28¢ 300
- m/z -
10,6 Entry #121892, Benzoic acid, 3-methyl-2-trimethylsilyloxy—, trimethylsilyl ester (from NIST “ééi
. . ;
8,01 3\
~ -
™
% 6,01
-
X
A4
N
E 2,0 //45 0% 33 //149 207 223
g A L NURRAN N 63
0,0 .|..III.-...........-.............“.l.|...........I............-ll............-.............lll.. ...|.|-............. SRR PR T ....Il-. BT YRR O YOO 1 |- ..
40 60 80 100 120 140 }50 180 200 220 240 260 . 280 300
' JLY% 4 :
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. Data Filet Zchen/HP19760,1/44feb20.b/db0861_1ib,d Page 10
Date $ 20-FEB-2014 11318 _
Client ID: HBO21 _ Instruments HP19760,1
Sample Infot HB0213$736666931303SAMPLES 3 3 )
Volume Injeoted Cul.>$ 1,0 ’ Operator: jmg0346
Column phase$ J&H DB-5MS Column diametert 0,18
Library Search Compound Match CAS Mumber Library Entry Quality Formula Weight
O-CHLOROPHENOL;IM 0-00-0 WILEY275,1 18902 24 CeHD4C10 132"
é-Chloro-2-heptene %4 2-Heptene, 6-chlor 92639-28-6- WILEY275,1 21955 83 - - C7HA3CL 132
(E)-3-chloro-2-methyl-2-pentenal $$ 2-Pe 31367-76-3 WILEY275,1 21735 78 C6HICLIG 132
Scan 723 (6,751 min) of db0881_lib,d (Subtracted) (SCALED)
10,04 132
8,0
9 68\
L 6.0
]
k]
- _4.0-
g ;2.0 % 5 ‘ /7 7 04
2 N 62\ _ Ny 95\ I . A 13
o.o-|||- VT T DUV 11 11 1 PO T B S FUUTI | EY iy
40 45 80 55 (] 65 70 75 80 9;'-': 90 100 1056, 110 115 120 126 130 135
z : fular 4
Entry #18902, 0-CHLOROPHENOL~D4 (from WILEY275,1> (SCALED)
1o.o1 132
8,01
~
¢ U
™.
2 6.0 ™\
b1
b
T 4.0
o /96
€
2,0 ? 04
2 20 ™\ | a
0,04 . L | i ~ ] || 1l
40 45 50 55 60 66 70 - 75 80 8? a0 95 100 105 110 116 120 125 13¢ 1356
m/z,
Entry #21955, 6-Chloro—2—heptene 4% 2-Heptene, 6-chloro-, (E>- (CAS) (from WILEY276,1> (SCA
10,04 ) 32
8,0
6 .
s 6.0
-
X
~
1., 4.0
)
£
S 2,04
z
o0l ] . . — I,
40 . 45 50 55 (] 5. 70 79 8¢ - 8? -1 95 100 105 110 145 120 125 130 135
- miz -
10.0 Entr‘y #21735, (E)-3-chloro-2-meth31-2—Pentenal $$ 2-Pentenal, 3—chloro-2-methyl-, ¢Ed- (fro .
8,0
B
s 6.0
o
< /97
4,04
3
5 2,0 /117
z .
o0l . — | .. I,
40 49 50 55 60 65 70 75 80 832 20 98 100 108 110 115 120 125 130 135
m .
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Data File; /chem/HP19760,1/14feb20,b /db0881_lib,.d ) Page 11
Date ; 20-FEB-2014 11318

Client ID; H8B021 Instruments HP19760,1

Sample Infoi H502137366669;1303SAMPLES 3

Volume Injected Culdt 1,0 Operators jmgo0346
Column phase: Ji&W DB-5MS Column diameter{ .18
Library Search Compound Hatch . - CAS Number Library : Entry Quality . Formula Weight
Decane 124-18-6 NISTOBa, 1 18485 94 C10HZ2 142
Decane (CAS) %4 n-Decane ¢4 Isodecane $¢ 124-18-5 WILEY275,1 20004 94 - Ci0H22 142
DECANE ) 0-00-0 WILEY275,1 30102 M C10H22 142
Scan 749 (6,903 min) of db0881_lib.d (Subtracted) (SCALED)> '
10,09 . : 8727
/43
8,0 -
~
2 6.0 71
*
3 /
g
2]
g ° 1 - /2
2,0 . . . :
£ [ T A e T e
0,0 ln i [ "I, 1. .| ) 1 1 - 1
C 30 . 40 50 60 .70 80 a0 100 T 110 . 120 130 140
. Ul 4 2 . .
Entry #18485, Decane (f NISTOBa,.1> <(SCALED)
10,0 - y ’ e (from a.
/57
8,01
(2
& 6,01
% 29
7 40 4 : [N ' ’
n ' 5 :
§ 2,0 '55\ 8 /9
¥ 14
*o | I N N o e
o,0d_11l Jo Ll l| ‘. 1 Al Ll 7. .Y
30 40 850 60 70 80 20 100 . 110 120 . 130 140
10.6 Entrﬂ 3&30004, Decane (CAS)> $$ n-Dacane $% Isodecane $$% n—-C10HZ22 4% UN 2247 (from WILEY275,1
' 57 -
8,0
L
$ 6.0
d .
- ' 71
4,0 \
[~ 27
g ] / ) /05
2,04 : 8
$ 2 ‘ \ 4\| 99\ 112\ /113 _ ?42
0,04 ll | 1 Y j :
30 40 50 60 70 80 20 100 110 120 130 140
. . n/z
Entry #30102, BDECANE (from WILEY275,1> (SCALED>
10,0; a3 s ’ *
8,0
~
m
$ 6,01
¥ e ™
1o +04 ) 5 H
2 / . 14
2,04
z& . 2\ TENG 13 AN
0,0 | I ' ( il l \
30 40 50 60 - 70 80 20 100 110 120 130 140
.74 4 : :
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Data File¢ /chem/HP19760,1i/14feb20,b/db0881_1 1b.ﬂ

Page 12
Date 3 20-FEB-2014 11318
Client ID3 HE021 Instrument: HP19760, i
Sample Infot H5021;736é6693130;SQHPLE;3: ’
VYolume Injected (uL)$ 1,0 ; Operator: ,jmg00346
Column phase: J&W DB-SMS ' Column diameter: 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
Propanoic acid, 2-chloro-, methyl ester 1?639-93—9 NISTOSa,1 92448 38 C4HZC102 122
SEC-BROMOBUTAME-1,1,1,2,3,3-D6 $¢ 1,1.1, 53966-37-3 _'NILEY275.1 23974 32 C4H3D6Br 142
Bis(,beta,-chloroethyl) sulfone 471-03-4 ' NISTOBa,1 50083 23 C4H8C12028 190
' Scan 854 (6,515 min) of db0881_lib.d (Subtracted> (SCALED)
10,04 . 146
L *
~ . ! 6
X
S 6.0 N
% 2 9
T 4,0 /° ™\
g 2,0 17
§ 2 g _ _ 1 /l |
0,0 veeor bl i, |” |.-I||.-.I|||...|l [ .:l:l...- I!... N ' .| | Ly I
20 30 40 - Bo 60 70 g 80 920 ’ 110 140 150
. [uPr 4 .
e Entry #9448, Propanoic aoid, 2-chloro-, methyl ester (from NISTOBa,l1> (SCALED)
19,0 Y , . P [ _d.kﬁs , Y .
8,01
”~
™
$ 6,01
3 . |
- 4,0 / .
£ 2.0 N RN ¥
2 5 | 7% l Ve 122
. 0,0 -.i. Illll...---..ll.l .l--l.l.ll-.ll‘l . Py P . -.-‘.l.. L
20 30 © 40 50 60 70 80 90 100 110 1290 130 140 150
m/Z
io o Entry #23974, SEC-BROHOBUTQNE-&J&,1,2,3,3-116 4% 1,1,1,2,3,3-HEXADEUTERO-2-BROMOBUTANE (from
.
8,04
[
& 6,01 )
o - y
X
]
® ao X
]
€ 33
5 2.0 / .
2 | | | ) ot 1 A3
0,04 | 1 | ' 1 | : "
20 30 40 50 (2 70 8¢ %0 100 110 120 130 14¢ 150
- - moz
10.0 ~ Entry "QSOIOBJ, Bis(.lo_etra",‘;%%loroethul)" sulfone (from NISTOSa,.l>» (SCALED)
~
™ A .
? e X |
«d N .
X
L 4 -
o 4.0
g Z.Oﬁ - a2 -
g AN 55\ : 8 SN 2 30
0,04 s . L ). |’ 1 s }\- . | [T
20 20 40 50 60 70 80 20 100 110 120 130 140 15¢
UV 4
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Data File: /chem/HP19760,i/14feb20,.b/db0881_lib,d Page 13

Date § 20-FEB-2014 11318

Client ID: HBO2L Instrument: HP19760,1

Sample Infoi H5021:736666931:0:SAMPLES 3

Volume Injected (uL>: 1,0 Operator: ,jmg00346

Column phase x“ JeW DB-EMS Columh diametert 0,18

Library Search Compound Match CAS Number Library Entry Quality .Formula Weight

Cyclopentasiloxane, decamethyl- 541-02-6 NISTOBa, 1 161016 90 C10H3005Si6 3?0

Cyclopentasiloxane, decamethyl- (CAS) $$ 541-02-6 WILEY275,1 221486 90 C10H30058i5 370
10638-86-9 NISTOBa,l 170946 37 CA8H37N0O38i3 399

Phenethylamine, N-methyl-,beta,,3,4-tris

. ) : \
: Scan 1006 °¢7,3956 min) of db0881_lib,d (Subtracted> (SCALED) :
10,9 737 ' :
8,01 A \O\
)
2 6o o
%
'_g 4,0 ‘ 267\ 35& v
§ 20 sl 15 17 93 223 32 358
] 13 .
| BN AT S N L/
0,0 | | | . . R o 1" W . . s Il . . 1
40 60 80 100 120 140 160 180 /2.’00 220 240 260 280 300 320 340 360 380
_ } n'z . . . .
10,0 \73Entru #161016, Cuclopentasilloxane, decamethyl- (from MISTOS5a,l> (SCALED> .
8,0
£ 6o
o .
3
3 %\
- 267
T 4.0 AN
E .
:%:’ 2.0 RN 33 B4 N9 223 270 323
10 : . 360
. 0,04, e I T a\. e /. P P Y S Oy VT ...../ e [ l'./ .. . “ n. [ |II-:/ .
49 60 80 100 120 140 160 180 200 220 240 269 280 300 320. 340 360 380
- . - n/'z. S .
10.0 Entry {272%436, Cyclopentasiloxane, decamethyl- (CAS)> $$ Dimethylsiloxane pentamer $$ DECAME'
* : .
8,04 B
~ 355\
™
é) 6,0 267\
«l
X
~
o 40
% 2.04 /268
E M 207\ 323\ |
0.0J 1 | " 1] 1N ' IL R VR U] |
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 240 360 380
n’z - . .
10.0 Entry 3&.7???946, Phenethylamine, N-methyl-,beta,,3,4~tris(trimethylsiloxy>- (from NIST05a,.1)
8,0
~
™
s 6.0 35!
3 4,0 ‘ 5\
. . 4 356
5 2.0
& <. .
2 11 147\ 17 93 220 267\ 294\ 309 84
0,0 IllllL.. [ ITN | J | T 6\.. .« b [ ' 9\. ../1 ' / . " ule b ../ l'- 3\.
40 (14 80 100 120 140 160 180 200 220 240 260 280 ' .300 320 340 360 380
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Data File: /chem/HPiQ?_SO.1/14Feb20'b/db0331_1!b.d Page 14
Date ¢ 20-FEB-2014 11118 )
Client. ID3 HS021 Instrument: HP19760.1
) Sample Infot H5021$?3666693'1$0$SFIHPLE;;’
Volume Injected (uL)>$ 1.0 Operator: jmgQ0346
Column phase: J&i DB-6MS ‘Column diameter: 0,18
Library Search Compound Match CAS Mumber Library Entry Quallity Formula Weight
4,7-Methano-iH-indene, 3a,4,7,7a-tetrahy 77-73-6 NISToGa,1 ‘13652 @ C10H12. 132
G-Chlor*o-z_-pgridinol 16879-02-0 NISTOBa,l 12406 50 CSH4C1NO 129
4,7-Methanoisobenzofuran-1,3-dicne, 3a,4 826-62-0 NISTO0Ga, 1 32681 43. C9H803 164
Socan 1079 (7,826 min) of db0881_lib.d (Subtracted> (SCALED>
10,0 166 .
8,0 6 )(/
2 60 u/{\
S5 6. 101;
3 ¢ N
_V
L, 401
2 6
g ‘2,0 N 128 : 69
z 0 | “ /1.36
0,0. e o W || [ || [y |||n_ | . 1 , 1 |I|
20 30 40 50 60 70 8¢ 20 140 120 130 140 150 160 17¢
. - n'z
’10 o Entry #13652, 4,?-Hetha20- ~indene, 3a,4,7,7a-tetrahydro- (from NISTOBa,1)> (SCALED>
. .
1 8.0 W
1
N1E 6,01
-«
x
A
3 * X
g 3
g N 13
5 2.0 /40 /67 91
o0l ... .. PPV | OV PYSRDR 1 | | AR TY ol 3\ TR . |./1
20 30 40 50 60 70 80 20 100 110 120 130 140 150 160 170
: n'z :
Entry #12406, 6-Chloro-2-pyridinol {(from NIST0Sa,1> (SCALED>
10, Nge Y 3 Py 4 * 125
8,0 0
2 /V\ )(
)
s 6.0} \
o
X 4
A
o %.04
g 6
18 2.o+ 2 . N -
gl il L 2|
0,04 Al | il III....I.|||I... i, ..||||.. RTPES | | 1. : . )
20 40 50 - 60 70 80 , 20 100- 110 120 130 140 150 160 170
. L n/'z
10.0 Entry #32681, 4,7-Hethanoisober,)ioéf-‘sur?an-iﬂ-dione, 3a,4,7,7a-tetrahydro— (from NISTOSa,1> (S
8.0/ _ )(
~
Fel .
5 e X U
o 401 o
g 2,0 /26 ”_ == /54 . 77 ; /‘20 164\
05 o 13 146 65
o.oj lll ..I’l aledl. ...|I | I { . ' e /1 Al 6\ s\ i |f'
20 50 70 80 g 90 100 110 120 130 140 150- 160 170
(% 1
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Data File: /chem/HP19760,1/14Feb20,b/dboBB1_11b,d Page 15
Date ; 20-FEB-2014 11318 ‘

Client ID; HBOZL - Instrument: HP19760.i

Sample Info; HBO0213736666931303SAHPLES S 3

Yolume Injected <uL)>: 1,0 Operator jmge034é
Column phase: J&W DB-BMS ” Column diameter: 0¢,18
Library Search Compound Hatch CAS Number Library - Entry’ Quality Formula Weight
2,6=Dichloro~-4-f1luorophenol 392-74-2 NISTOBa.1 43383 89 C6H3C12F0 180
Benzene, 1,2,4-trichloro- (CARS)> $% 1.2,4 120-82-1 WILEYZ275,1 63742 35 - CeH3C13 18¢
2-chloro-4-(2-furanyl )pgrimi'dine' 0=00-0 WILEY275.1 . 63968 27 CEHBC1N20 18¢
Scan 1135 (8,162 min) of dk0881i_lib,d (Subtracted) (SCALED>
10,04 : ] 1807
' ' 81
8.0 N
~ ' A/
-
& 6,04
v 4,0 7 6\ »
— . ' - i
9 i 91 //9 32\ 34
£ 2.0 5 ot AN g8
z N : l /A% 160
0.0 : o A lulm‘h i th :ln.. il . l,“l :l. T R .|I|
30 40 5¢ 1 60 7 - BO 20 100 11¢ 120 130 140 150 160 1790 180
- [t 4 .
Entry #43383, 2,6-Dichloro—4-fluorophenol {(from NISTOBa,l> (SCALED) fl /
10,0 ) 180~
<
- -
o0 / 4H1)
3 v / : )
$ 6,0 ) 1 '
: 4,0 e / ™ ; ’
-E ¢ 144\
2,04 . . 46
2 RN AN e A9 I A s
-7 IV U TTOT TOUUTIDN FYPUY FYVTS 'PU § PYUUT TN I FOVOUNY | FROR ALl l]) e 1'1( [N AN
30 40 50 60 70 80 20 10(? 110 120 130 140 | 1BO i6¢ - 170 180
10.0 Entry #63742, Benzene, 1,2.4-trichloro- (CAS) $% 1,2.4 TRICHLOROBENZENE ¢¢ 1,2,4-TRICHLORBE 180~
L] N
8,01
(2
$ 601
L e
X
¥ 4,0
- T 45
g 09 A
£ 2,0 73\ 8
0,04 1_ l l I | l' i
30 40 50 60 7¢ 80 20 100 110 120 13 14¢ 150 is0 170 180
. "'z -
Entry #63968, 2-chloro—4-(Z2-furanyl) imidine (from WILEY275,1> (SCALEID
10,04 Y gt oper 180~
8,01
~
™
$ 6,04
o
X
'
2 4,04
¢
3
§ 2,0 Vas " 48 83
2 | Vs ) A I ¢
0,0 jil} 11 1 s | i
30 40 50 60 70 80 20 103 1190 120 13¢ 140 150 160 170 180
nlz .
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Data File: /chem/HP13760,1/14feb20,b /db08B1_lib,d Page 16
Date : 20-FEB-2014 11318
Client. 1Ds HB021 I Instrument: HP19760.1
Sample Info} H502137366_6693130:SRHPLE}$3 . *
Volume Injected (uL)>; 1,0 Gperatoré Jmgo0346
Column phaset J&W DB-6MS Column diameteri 0,18
" Library Search Compound Hatch CAS Number Library Entry Quality Formula Weight
3—But'eneni'tr~ile, 3-ohlo_r‘o- '21031-,46-9 NISTOBa,l 3933 50 C4H4C1N 104
endo—4-Oxatricyclol5,2,1,0(2,6> ldec—8-en 1528-23-0 HISTOBa,.l 15974 49 C9H120 136 -
Endo-4-oxatrioyclol5,2,1,0¢2,6) Jdec—8-en 0=00-~0 ° WILEY278,1 24877 49 C9H1.20 136
‘Scan 1441 (8,187 min) of db0881_lib.d (Subtracted) (SCALED} L
10,0 : . 1657
? .
8,0+ /6
~
8 .
$ 6.0 U\(\
3
~ o1 .
o 0 AN iz, y_
E 2,09 Vaa : 76 ' 136 469
/40 l l/ 94\ ll /4.11 /-\ |
0.0 TYTINTE S PR 10 || (TSET1 [TPS TR PP PR || [ i d 1 A
30 40 50 60 70 80 90 100 110 120 130 -140 150 160 170
. . : niz
: Entry #3933, 3-Butenenitrile, 3-ochloro— (from NISTOBa,1) (SCALED
10,0 166 : 8
8.0
~ {
2 6.0
o 9V
b 39
X /
Y 40 e o1
ir 37\
13 6.
5 2.0, SN ,( Y
: ' ” . l . 89\ //104
o0l ull o 1.0 | R P T ” i T ERAE ) ]
30 40 - 5O © 60 70 80 20° 100 110 12¢ 130 140 150 160 170
. nez
100 ‘Entry #15974, endo-t%?bricgclo[&z.i.()(e,s)]dec—e-ene {from NISTOGa,1> (SCALED)
K
8,0:
&
e /o X
-
Z
o 40 .
3 39 .
£ 2,0l 27 2 1 13
g 2% || A | s A 05 ™~ N3
0,0 i |I,! i sl it 1 “ . hil Iya. . R ! .
] 40 B8O 66 70 80 20 100+ 110 12¢ 130 | 4140 4150 160 170
. - n'z : : :
"40.0 Entry #24877, Endo-4-oxatricyclol5,2,1,0(2,6)1dec—8-ene (from WILEYZ76.1> (SCALED>
X
~
™
$ 6,0
o
R
I
g 2,0 . 1
] /49 ?? /‘9 /436
0.0 . , Wl i, b |
30 40 5¢ 60 7¢ 8¢ 20 100 110 42¢ 130 140 150 160 170
: Nz
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File : /chem/HP19760.i/14feb2la.b/db0988 lib.d
Operator i ceb05247 -
Acquired : 21-FEB-2014 22:09

Instrument : HP19760.1 :

Sample Name: H6011;7366680;1;0;SAMPLE;;;

Misc Info : 14050WAF WL13166,,1051 1000;0;db0956;13166;
Vial Number: 9

MS HP ChemStation

Y (x1076)

2.4.6-Tribromophenol
henanthrene-d10

phthalene-dB
enaphthene-di0

1.4-Dichlarobenzene-d4
Pyrene-di0

0CO000 000000 HMMMERRERANNNRNNNRNNNNWGUWWHWHWWWEAASLDLLSS
-F luorophenol

ohhbrapVEpohhus b Ypbonhurhayppohbbnn bbb rnn

=
-
=
[
'?=+—Perg lene-d12
r
(

3 I N AR ) 10 11 1z 13 14 FCE) 17 18 1920 a2z
Time (Min)

Freedom_0006097_0250



Data File:
Report Date:

Data file
Lab Smp Id:
Inj Date
Operator
‘Smp . Info
Misc Info
‘Comment
Method
Meth Date
Cal Date
Als bottle:
Dil Factor:
Integrator:

Target Version:

/chem/HP19760. 1/14feb21a b/db0988 11b d .

Page 1

02-Mar-2014 14:13

7366680

21-FEB-2014 22:09
¢ ceb05247 : _
: H6011;7366680;1;0;SAMPLE; ; ;-

Lancaster Labs

--/chem/HP19760 1/14feb21a b/db0988_lib.d

Cllent Smp ID: H6011

Inst ID~ HP19760t1

14050WAF; WL13166,,1051 1000;0; db0956 13166

¢ Max. number of “TICs to report is 50,
: -/chem/HP19760.1i/14feb21a.b/8270_WVA_ 1lib.m

02-Mar-2014 .14:02

11-FEB-2014 17:36

9 .
1.00000
Falcon
3.50

Processing Host: d26cs01

22 TICs were found 1n1t1a11y

ISTD
db0387.d

Quant Type
Cal File:

ajs00193

- Compound Sublist: house_lib-376.sub

Concentration Formula: Amt * DF * Uf * Vt/(Ve) * CpndVariable

L
*

*

AREA

Methane,
1.706

1.00000
1.00000

1000.00000
1051.00000

'21 1,4-Dichlorobenzene-d4
48 Naphthalene-ds

83 Acenaphthene-d10

CONCENTRATIONS
ON-COL(ng/ul)

bromodichloro-
84398

0.81257613 0.77314

FINAL( ug/L)

Description
Dilution Factor
ng unit correction factor
Volume of final extract (uL)
Vvolume of sample extracted (mL)

.Local Compound Variable

RT AREA AMOUNT
6.106 1038643 10.000
8.059 1528866 10.000
10.863 1380567 10.000
) QUANT .
QUAL LIBRARY LIB ENTRY CPND #
CAS.#: 75-27-4

NISTO05a.1 31325 21

Freedom_0006097_0251



Data File: /chem/HP19760.i/14feb21la. b/db0988 lib.d ' ‘Page 2
Report Date: 02-Mar-2014 14:13

CONCENTRATIONS . . T QUANT
RT AREA 'ON-COL(ng/ul) F'INAL_( ug/L}) QUAL LIBRARY LIB ENTRY CPND #

Toluene CAS #: 108-88-3 ) ,
2.574 123285 1.18698491 1.12938 93 NISTO5a.l 2400 21
1,1-Diméthyl-3-chloroﬁropanql - CAS #: 1985-88-2
3.256 14616465 140.726448 133.89766 83 NISTOSa.l 9464 -o21
Butane, 2,3-dichloro-2-methyl- - ' CAS #: 507-45-9 . ‘ —
3.495 1963065 18.9002741 17.98313 83 NISTO5a.l 17537 21
2-Butanol, 1,4-dichloro- - CAS #: 2419-74-1
3.752 187221 1.80255099 . 1.71508 9 NISTO5a.1 18643 21(L)
Butane, 2,3-dimethoxy-2-methyl- ' CAS #: 74421-00-4 .
4.020 332277 3.19914500 3.04390 .9 NISTOSa.l 13998 ) 21(L)
. 2-Methyl-3-bromo-2-butanol : , CAS #: 2588-77-4
4.375 56113 0.54025614 - 0.51404 33 . NIST05a.1 33655 21(L)
Cyclotetrasiloxane, octamethyl- . ’ CAS #: 556-67-2
5.634 63996 0.61614844 0.58624 21 NISTO5a.l 122480 21
O-CHLOROPHENOL-D4 CAS #: 0-00-0 -
5.757 391189 3.76634451 3.58358 91 WILEY275.1 18902 21
Decane CAS #: 124-18-5
5.908 204417 1.968-11503 i'.87261 95 NISTO0S5a.l 18488 21
Propanoic acid, 2-chloro-, methyl ester CAS #: 17639-93-9 v
6.520 604043 5.81569137 5.53348 38 NISTO05a.1 9448 | .21

Target compound.
s Do not report.

WJ&‘I% fﬁ?‘&l‘f *?‘In

T S ' : : T ajs00193 03/02/2014

Cyclopentasiloxane, decamethyl- CAS #: 541-02-6 ’
- 7.394 69571 0.45505216 0.43297 90 NISTO0Sa.l 161016 48
3-Amino-S-chloro-1-methyl-2 (1H) -pyrazino CAS #: 87486-43-9

7.797 92016 0.60186077 0.57265 16  WILEY275.1- 44515 48
4,7-Methano-1H-indene, 3a,4,7,7a-tetrahy : cAS #: 77-73-6 ~

7.826 497310 3.25280358 3.09496 16 WILEY275.1 22248 48 (L)
2 (1H) -Pyridinone, 5-chloro-3-hydroxy- CAS #:753233-89-9 .

7.913 95053 0.62172256 0.59155 74 NISTOSa.l . - 20504 ’ 48

Freedom_0006097_0252



Data File: /chem/HP19760 1/14feb21a b/db0988 llb da - . ..Page 3
Report Date. 02-Mar-2014 14:13 :

CONCENTRATIONS D ' QUANT
RT "AREA ON-COL(ng/ul) FINAL{ ug/L) QUAL LIBRARY © . LIB ENTRY CPND #
4 -AMINO-3 -CHLOROBENZENETHIOL CAS #: 0-00-0
7.948 60636 0.39660693 0.37736 14 WILEY275.1 44523 48
2,6-Dichloro-4-fluorophenocl CAS #: 392-71-2 - .
8.158 564931 3.69509418 3.51578 87 NISTO5a.l . 43383 . 48 )
. .
3-Butenenitri-le,_ 3-chloro- . . CAS #: 21031-46-9
8.187 660319 4.31900937 4.10942 50 NISTOSa.l 3933 48 -
. - '
4,5-BROMOACETYLBENZOCYCLOBUTENE $$ Bicyc CAS #: 63506-25-2 .
9.061 99260 0.64924041 0.61773 78 WILEY275.1 109601 48
1,4-Dichlorophthalazine CAS #: 4752-10-7
'9.656 916829 6.64096249° 6.31870 ag NISTO5a.1 56222 83
2-bromo-7, 7-dichlorocyclo[4.1.0] heptan CAS #: 113035-97-5
10.478 74730 0.54129835 0.51503 91 WILEY275.1 127158 83

QC Flag Legend

L Operator selected an alternate library search match.

Freedom_0006097_0253



Data Files /chem)HPié?GO.1/14Feb21a.b/db0998_1ib.d Page 4
Date 3 21-FEP-2014 22309
Client ID$ Hé6011 Instrument HP19760,.i
Sample Info: H60113736668031303SAMPLES S
Volume Injected C(ul): 1,0 Operator$ ceb0b247
Column phaset J&W DB-BMS Column diameter: 0,18
Library Sear-cﬁ Compound Matoh CAS Number Librara Entry Quality Formula Height
Methane, bromodichloro~ 76-27-4 NISTOBa, 1 31325 %0 CHBrC12 162
Methane, bromodichloro~ (CAS> $$% Bromodi 75-27-4 WILEY275,1 46491 90 CHBrC12 162
Ethane, 1,2,2-trichloro-1i,1-difluoro- 364-21-2 NISTOBa,l 36126 78 C2HC13F2 168
Scan 29 (1.706 min)_of db0988_lib.d (Subtracted) (SCALED)
10,0 ~e3
8,01
~
™
§ 6,01
o
ol
4,04
i
7
2,0 /* 7% 12
2 7] | _ N | 9\ /131
0,04 . III. mank '.I Nl
30 40 T 50 -] 70 80 90 , 100 . 110 120 130 140 159 160 170
m/’z . .
Entry #31326, Methane, bromodichloro— (From NISTOBa,1> <(SCALED)
10,0 83~
\_
5
S 6.0
2
o 404
£ N
§ 2.0 8 ‘ 125
0,0 I |||| : I | J o | l | ]
3¢ 40 60 60 70 80 20 ' 100 110 12¢ 130 140 160 169 170
10.0 Entry #46491, Methane, bromod!chel:,c'a;g—, (CAS) ¢% Bromodichloromethane $% Bromodichoromethane
s . . :
8,0
”~ -
m
& 6.0
o
X
<
Z 4.0
e 47
€
& 2.0 \ 7 29
z I /114 164\
0,04 | ' | . . I I | . . .
30 40 60 70 8 2 , 109 110 120 136 140 150 160 170
. . Y4 -
i Entry #35125, Ethane, 1,2,32;tr‘ichloro-i,i—di(-‘luoro— (from NIST0S5a.1> ¢(SCALED>
10,9 8
: 8.04
~
™
& 6,0
o
ke
Z 4,0
4
31
6 2.9 / 47\ 0 7
z /ﬁ /6 14 51 169\ 74
0,04 I. III- .I.“ll. v b il . 9\/ Ilﬂ.\..
30 40 50 60 70 80 20 g 100 110 120 130 140 150 160 170
: N - = méz
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Data File::/chem/HPi9?60.1/14Feb21a.b/db9988_1ib.d

Page B
Date 3 21-FEB-2014 22309
Client ID: H6011 Instrument: HP19760,1
Sample Infoi HE0113736668031103SAMPLES 33 '
Volume Injected byt 1,0 I Operatori ceb05247
Column phase: J&W DB-5MS Column diametert 0,18
Library Search Compound Match CAS Number Libréru Entry Quality Formula "Height
Toluene 108-88~3  NISTOBa,l 2400 @ © e 92
Benzene, methyl- (CAS)> % Toluene $$ CP 108-88~3 WILEY275,1 4564 4 C7HS 92
BICYCLO-(2,2,1)-HEPTADIENE-(2,5> $% Bicy 121-46~0 WILEY275,1 4586 74 C7H8 92
Scan 478 (2,574 min) of db0988_lik.d (Subtracted> (SCALED)
10,0 917
8,04 .
o //92
s 6.0
g . B
4,0
? . N
§ 2,0 /41 Ei\ 6 ) 10
2 N4 N\ 1406
o,0l_ ol bl |I|| I.Il L I |g\
15 20 25 30 3B .40 45 50 '55' ' 60 65 70 75 80 g5 20 95 100 405
Entry #2400, Toluene (From NIST06a.1> (SCALED>
10,0 . ‘P( 921~
8.0 '\I\'ﬁ—/\/—/ / \I U /
~ .
e
s 6,01
%
4,0
o - s
zg 2.1 27 N /40 /45 e N 4 7 ‘ 74 6
<] 4
0,0 (/4 L (/ .-II L |I|. .||I| ll. 3\\ (f.-. ..(Té|| lf/e
16 20 25 30 35 45 55 60 65 70 7% . 80 85 90 95 100 105
Y 4 :
10'0 Entry #4564, Benzene, methyl- (CAS) $4 Toluene $$ CP 25 ¢4 Methylbenzene $$ Toluolg;}ﬂetha
© B,
~
m
5 6.0
< .
Z
o 4.0
g
£ 2,04 65\
Q- Ce 5 1 \ 3
4
0.0 ] S ol . NART
15 20 25 30 3/ 40 45 50 55 y [ ) s 7 75 B0 . 85 %0 95 100 108
L - _m/z .
10.0 Entry #4586, BICYCLO-(2,2,1)-HEPTADIENE-(2,5) $% Bicyclol[2.2.1lhepta-2,5-diene (Cﬁg{)’ Nor
+¥1 : . . .
8,0
~
M
§ 6.0
% 6
T 4.0 6\
[]
£
§ 2.0 51 : - 3
z 37 AN 3 N Ve
o,0l__ i} ) N sl | vl -
1% 20 25 30 35 40 45 50 8% 60 65 70 75 80 85 90 95 100 108
: [V 4
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Data Filey /chem/HP19760,1/14feb21a,b/db0988_l1ib,d , Page 6
Date : 21~FEB-2014 2209 '
Client ID; HeO011 I.nstrunent: HP19760,1
Sample Infos; H60113736668031303SAMPLES S
Volume Inde_oied ¢ub>: 1,0 Operator: ceb05247
Column phaset JaW DB-6MS Column diameteri 0,18
Library Search Compound Hatch CAS Number Library Entry Quality Formula Weight
1,1-Dimethyl-3-chloropropanol 1985-88-2 NISTO5a,1 9464 ( 83 ) C5H11C10 122
Acetamide (CAS) $% Ethanamide $$% Acetic 60-38-5 WILEY275,1 5% | . C2HBND 59
2-Butanone, 3-hydroxy-3-methyl- (CAS) 4 115-22-0 WILEY275,1 . 7624 42 . CBH1002 102
10.0 . Scan 296 (3.2665ni ) of db0988_lib.d (Subtracted) (SCALED)
8,0
~
Ix]
s 6.0
]
% /43
4,0 /
-
- : , 107
g 2,0 53\ ' /63 /69. : / o7 \
z . 27 2
0,0 .|l |I......|.|.-.I..'l.....l.l. ..... / \/, ...'.|.
28 32 36 40 44 48 52 66 60 64 , 68 72 76 80 84 s 92 9% 100 104 108
10.0 Entry #9464, 1,1—Dim§;.93)-3-ch!oropropar!ol (from NISTOEa.l) (Sl;RLED)
8,0 /43'
(o) N
? 6.0 y, v
o 40 a,( 107
2. 3 / v / /, v/ / ' h
§ 2.0 : N Vi v fre?
z 53\ 67 /6 ? 81, 9
O.OJIYI I l ll 1) | I \ull . \- . 5\.' :I
28 32 36 40 44 48 62 66 60 64 68 .72 76 80 84 88 92 96 100 104 108
n/zZ :
10.0 Entry #596, Acetamide (CAS) 4% %tha amide $¢ Rcetic acid amide $$ Methanecarboxamide $% Ace
* 1 . :
-~ 8.0 N ‘
i
% 6.0 /m O {
b 4
X /
o 40
[
£
é 2,0
0.0 , L - I— : : — :
28 32 36 4¢ 44 48 52 56 69 64 68 72 76 80 84 88 92 % 100 104 108 -
. . | n’z : .
10 lO Entry #7524, 2-Butanone, 3—h3droxg-3:%egth31—.(cn8) 48 3-Hydroxy-3-methyl-2-butanone (CAS> ¢
. . |
8.0 ‘
~
Ix]
s 6,0 {
'*‘ /
v 31 .
: 4.0 % = /
$ 2,01 /45 57\ 71\ 97\ 102\
0,0 | | [ i 0 | - | . , —_—
- 28 32 3e 40 44 48 52 56 60 64 68 72 76 80 84 88 922 96 100 104 108
. . - Nz - .
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- Data File$ /chem/HP19760,i/14

feb21a,b/db0988_1ib,d Page 7
Date 3 24-FEB-2014 22109 '
Client ID: HEO11 Instrument: HP19760,i
Sample Info3 H60113736668031303SAMPLES 3
Volume Injected (ul)>$ 1,0 Operatori ceb05247
Column phaset Jtk DB-5MS Column diameter: 0.18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
Butane, 2,3-dichloro-2-methyl- 507—45—9v NIST¢5a,1 17637 @ C5H10C12 140
" Butane, 2,3-dichloro-2-methyl- (CAS)> $$% -~ 507-45-9 WILEY275.1 27339 -83 . CSHi0C12 146
Propane, 2-bromo-i-chloro- 3017-95-6 NIST¢5a,1 27347 a7 C3H6BrC1 156.
Scan 336 (3,495 min) o;)b()?SB_lib.d {Subtracted) (SCALED>
10,0 7
8,0
]
s 6.0 /41
ki
T a0 /7
]
[ . 3
£ 2.0 Y - BT
=] *
z. /91 12 27
0,0 |l|....|||||-|....n|.l.l.I'. s l.- Ll L. .I.I.... 6\../1
20 30 40 50. 60 70 80 20 100 . 110 ~ 420 ‘130 140 150 160
. : : ; - n/z . )
10.0 Entry #17637, Butane, 2,3-dich 'o?'7o;2-me_t_.hgl- (from NISTOBa,1) (SCALED)
.
8.0 \/ / J
3 1
3 6,91 /4 ‘/ / /
X
¥ 4.0 / [N /
E / & /53 J /L ]
2,0 f f
= . /5 128\ /] 29 40
e .|l||.. '.l.|||||. vl dadh L I T e ./1 /
20 30 40 50 60 ‘70 . 80 20 100 110 120 130 140 150 169
. n/'z
Entry #27339, Butane, 2,3-dichloro—2-methgkl- (CAS? %% 2,3-Dichloro-2-methylbutane $$ Amylen
10,04 77
8,01
(3 .
S 6,09
X
~ . 2
~ 4,0 "~
g / & 3 05
2,0 ’ ’
2 “ | RN /° Wit e 128,
0,0 . 1 | 1 1 | L [ |'| |
20 30 40 50 60 70 '80/ 20 100 110 12¢ 130 140 150 160
- m’z . '
"Entry” #27347, Propane, 2-br~om&'-1-chloro-' (from NISTO5a,1) (SCALED)
10,0 S ] 77 . :
B.o. 1 ( ’
~ /'4
B .
3 X
o
x
Y 4,0
I 27
/
6 2.0 : 107
z 6 Ve 3 9 N 12t 27 14 156\ 461
20 T30 40 50 60 70 80 © 920 100 110 120 130 149 150 . 160
: Mz
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Data File: /chem/HP19760,i/14feb21a,b/tb0988_1ib,d Page 8
Date : 21-FEB-2014 22309
Client ID: H6011 . Instrumentt I-ﬂ’i??’éo“x i
Sample Infoi H60113736668031303SAMPLES 3/ ‘
Volume Injected (ul>$ 1,0 Operator: ceb0b247
Column phase: J&W DB-EMS Column diameteri ¢,18
Library Search Compound Match CAS Humber Library Entry Quality Formula Weight
2-Butanol, 1,4-diohloro- 2419-74-1 NISTOGa,.1 18643 @ C4HBC120 142
- 7-Oxabicyclol4,1,0]heptane, i-methyl-4-¢ 96-08-2 HISTOBa, 1 34754 12 C10H1i602 168
96-08-2 63141 12 C10H1602 168

7-Oxabicyclol4,1,0lheptane, i-methyl-4-( WILEY276.1

S 380 (3,762 min) of 288_lib.d (Subtr. dy ( M
10.0 can min} o ?$ : i : acted? (SCALED s
8,04 3 9 C .
. s 4, ™~
™M
$ 6,04
k!
Y 4,0
— *
b /% o7 .
g"'2.° 74 12 27
: b { | N
0,0 1T I N PR S B (P il 1. { ) [
20 3¢ 80 90 100 110 12¢ 130 140
10.0 Entry #18643, 2-Butanol, 1,4-dichloro- (from NI T0533.1) {SCALED>
8,04 /
B 6o
© ¥
¥ 29 79
Y 40 4 7 )(
— 43
2 RN 5L :
§ 2.0 5 , ‘ N i%\)( ) »
0,041 ..Il i s i bl .;l“.l.:.l..;..l.h. ST el |l NEETITS {1 PR RN \
20 30 40 g0 [ 7¢ 80 20 100 110 120 130 140
- nez - . .
10.0 Entry #34754, ?-0&63%1:5@!0[4.1.0]!‘@?‘:&!‘!@, 1-methyl—4-(2-methyloxiranuyld- {from NISTOZa,l) ¢
. . .
8.0 \ ,Q
A .
™
1% 6.0w
%
T 40 8 o7
g N /1
| 2,0 .
[} * 12
: | | L l N
0.0 .hl”. bt il b l[lh..” L a1l ”N ol . s
20 3¢ 40 50 60 - 70 , 41¢ 12¢ 130 140
mlz
10.6 Entry #53144, 7-D§33§c5c1o(4.1.01heptme, 1—mthgl-4—(2—nethgloxiransl)- #4 p-Menthane, 1,2
.04
8,04
A .
™
$ 6.0
]
< 9
4,01 7
_g . Vol ™~N 07
+0 N
3 & | i 77 AN e
0,04 l “ H i . | ;
20 30 40 80 (34 7¢ 8¢ 100 110 12¢ 4130 149
n/Z . .

R
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Data Fi'le‘: /chem/HP19760 . i /14feb2ia, b /db0988 _1ib,.d Page 9
Date 3 21-FEB-20i4 22309 '

Client ID$ H6011 Instrumenti HP1976¢,.1

Sémple Infot H6011373666803130:SAMPLE: 3 ‘ ‘

Volume Injected <ulL)3; 1.,¢ Operatori cecbQB8247

Column phase: J&W DB-EMS Column diameter: 0,18

. R
Library Search Compound Match CRS Humber Library Entry Quality Formula Weight
Butane, 2,3-dimethoxy-2-methyl- 74421-00~-4 MNISTOBa,l 13998 ( 93’ C7H1602 132
Octanal, 7-methoxy-3,7-dimethyl- 3613-30-7 NISTOGa.1 47258 - 38 CiiH2202 186
Butane, 2,3-dimethoxy-2-methyl- (CAS> $% 74421-00-4 WILEY275,1 21984 38 C7H1602 132

Scan 426 (4,020 aj{\-%3of‘ db0988_lik.d’ (Subtracted? ¢ SCALED

10,0
8.0 ) : ’U\ k&
~ : :
¢ ‘/\
$ 6.0
2
—_ 400'
2 3
5 2.0 , /4 ﬁ . y 121\ 23
, 7 NN A
0,0l ) SIS 1) S SO 1% POV RN SRR IVON | PR PO I e [ - ] ]
20 30 4 567 80 70 g0 30 100 110 120 130 140 150 160 170
N’z
) Entry #13998, Butane, 2,3-dimethoxy-2-methyl- (from NIST0Sa,1> (SCALED)
10,0, ‘ 737
8,04
3
L 6.0
R
v 4.0, )(
f.. d Ed +
2,01 3 B
$ Vs e ‘ N B 1 K 1A Al
0.0 TR 1} X PV T YO0 AP 10N (VR L S : ‘ i
20 30 40 50 60 70 80 ES) 100 110 120 130 440 160 160 170
n'z N
10.6 Entry #47255, Octanal, ?.—&%héxs—&?—dimethsl- (from NISTOBa.1)> (SCALED>
8,0
i
L 6.0
g \
X
A4
o 4.0
= .
£ 2.0 4 ‘ -
£ 7] 2 N A s 11 37 15 171
/ . Azt 72
0.0J . \I||,' l.ll'.! — h,n.l.. s :.'n: L. . PR IS PY) s --./.,./1 1o .{,-4 3\... \\l.
20 30 40 56 - 60 70 80 ;:m © 100 110 120 - 130 140 1850 160 170
- Mz NN
Entry #21984, Butane, 2;3—dine¥;3-’2-nethgl- (CAS) $% ETHANE, 1,2-DIMETHOXY-1,1,2~TRIMETHY
10,04 S 73 .
8,04
~~
()]
$ 6.0
X
~
... 4.oj
[
i, X
£ 29 48\ N N N N
0.0 , 1 3 4, i‘ | b 1 1. ) .
20 30 40 56 60 76 =) 30 100 110 120 130 140 150 160 170
T4
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Data File! /chem/HP19760,i/14feb21a,b/db0988_lib,d _ c Page 10
Date : 21-FEB-2014 22109 '
Client ID} H6011 o . : . = Instrument: HP19760.1

J
Sample Info: H6011:736668031303SAMPLESSS

VYolume Injeoted (ulLd>$ 1,0 Operatori ceb0b6247
Column phasei J&W DB-BMS Column diameter: 0,18
Library Sea_r-ch Compound Hatoh . CAS Number Library Entry . Quality Formula Weight
2-Hethyl-3-bromo-2-butanol : 2588-77-4  NISTOBa,l 33668 ' @/ CBH11Br0 166
3-Hydroxy-3-methyl-2-butanone 115—22-0 : NISTOSa, 1 . 4218 43 CSH1002 - 102
Propane, 2-methyl-2-(1-methylethoxy’- .. 17348-59-3 - HIST05a.l 8165 - 37 C7H160 116
16.0- ) Scan 487 (4.Q5énm) of db0988 lip.d’ (Subtracted) C(SCALED)
8,04 71 ' ’
s A3 : S ‘ M
s 6.0 - .
& : .
2 . SR A
o 40 . ! ’
2 . . [
5 2,0 : 161\ 453
2 , : . 97\ \k
0,0 il v |II V. ) ) ||
20 30 - 40 50 [ 70 80 " 90 . 100 110 120 130 4140 150 -
) m/z :
Ent,r ﬁ33655 2-Hethyl-3-bi -2-butanol (f NISTOBa,1)> (SCALED)
10,0 Y ’, H\G g\j rOmo ano rom a, \
8,01 ‘ .
() : N
§ 6401 . _
R _ )/ X : v/
L]
. 161
E 241 * S e : N\
. . : ) AN /95 /107 I(F-t
0,0 . '-l. vl . |.|| 1. : vt Al
' 20 30 40 | 50 60, ., 70 80 90 100 110 120 130 140 -+ 160
: . L - n’z - .
Entry #4218, 3- oxy-3-methyl-2-butanone (from NIST05a.1) (SCALED>
10,0 ntry H&dgsg Y
8,0
~ .
2 6,0 31
5 6 . \ .
X
-~ -
- 4.0 . X
n 5 R .
E 2,0 /1 ' a7 o
\ 10 03
0,0 ..l‘..-. ||I e i .;....nlll ....... . ..... sl 2\/ .
20 80 . 70 /BO - 96 100 110 120 130 140 15¢
: m'z .
Entr‘u #8165, Propane,_ 2-methyl-2-(i-methylethoxy)- (from NISTO5a,l1> (SCALED) .
10,04 : 59
- X /]/\/M - X
~
m
2 oo X . |
¥ _ . .
Y 4,04 . /41
' 101
2,0 W . AN
z 7 8 . '
0,0 |Il| .|| oeeccatlth, 3\ 6\ ..
20 30 490 50 69 70 IMBO 20 100 110 120 130 149 150
- z .
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Data Files /che'm/HPié?SO .i/14feb21a,b/db0988_1ib,.d

Page 11
Date '3 21-FEB-2014 22309
Client ID: H6011 » ~Instrument: HP19760.1
Sample Infot H60113736668031303SAMPLE:SS
Volume Injected (uL)>$ 1,0 " Operator$ ceb05247
Column phase: J&W DB-5MS Column diameter: 0,18
Library Search. Compound Hatch CAS Number Library 'Entru_ _I_Jyalitg Formula . Weight
Cyclotetrasiloxane, ootamethyl- B656-67-2 NISTO5a,1 122480 ‘9 C8H24048i4 296
Cyclotetrasiloxane, octamethyl- (CAS) +4 556-67-2 WILEY275.1 174362 91 C8H2404514 29% -
7H-Dibenzolb,glcarbazole, 7-methyl- 355?_—49—1 MNISTOSa,1 112706 s3 C21H1BN 281
’ Scan 703 (5,634 min) of db0988_lib.d (Subtracted> (SCALED>
10,0, 281
8,04
”~
™
5 6,04
')'! .
~
4,0
3 : : S
; - A3 . ; 19 '
§ 2.0 : / : - A3 SN 207 249
z /45 ) 103\ .125\ . /.L63 . . / / 4
0,04 ! ||I L V1 TR | || i . 1] |i|l — by I|I : lu 1
40 60 . 80 100 120" 140 - 160 180 200 220 240, 260 280
. . . : n’z B o
o Entry #122480, Cyclotetrasiloxane, octamethyl- (from NISTOBa.l> (SCALER
1o.<>1 . . N ' 281
_ 8.0] r B =
o _5°° o s .
3
~ - ~
o 304 '
n
5 2,0 73 AN 19 207 249
45, e 103 \ 147 17 ™~ /%7 23 S 5
“o,0d 5\. | L. R \ BTN TR | TR Y ¥ 5\ Lo, i L
40 60 80 100 120 140 160 180 200" 220 240 260 280
o /z .
10,0 Entry #174362, Cyclotetrasiloxane, octamethyl- (CAS) $¢ 1,1,3,3,8,5,7,7-0CTAMETHYL-CYCLOOCT 281~
(3 . .
8.%
~
n
1% 6.0
k)
X
~r
5 2,04 73 1
[=} +* 19 249
2 =° / N 175 ™ Veadt 238, / l
O.OJ - . i | —_— l I8 Ll . 1h . Iu III
40 60 80 100 120 140 , 160 1860 200 - 220 240 260 280
- . . .. 5 - L meZ
) Entry #112705, ?H~Dikenzolb,glcarbazole, 7-methyl- (from NISTOS5a,1>. (SCALED)
10,0 : o T _ o o . 281
. : N
~
.
5 6.0
o
X
-
. 4.0
(]
§ 2.0 ' '
6 2. 3 13 a1 ] . .
z N 63 82 44, A\ Ve 63 87 21 N 262\ | *4
0,0J. . a o e \ RPNV [P 18 alodn '/. ./1 2\.. RT IR P .-.|| Ll
40 60 80 - 120 140 . 160 180 200 220 240 260 280
: Y 4 .
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1

Data File: /chem/HP19760,i/14feb21a,b/db0968_1ib,d : Page 12
" Date 3 21~FEB-2014 22309
Client ID: H6041 . Instrument$ HP19760.1
Sample Info$ HE0113736668031:03SAMPLES s
Volume Injected Culds 1,0 Operator$ - ceb05247
Column phase: J&W DB-GMS ) Column diameter: ¢,18
Library Search Compound Matoh CAS Number Library Entry Quality Formula Weight
0-CHLOROPHENOL -D4 0=-00-0 WILEY275,1 18902 .91 C6HD4C10 132
6-Chloro-2-heptene $% 2-Heptene, 6-chlor 92639-28-6  WILEY275,1 21958 83 C7H13C1 132
(E>=3-chloro-2-methyl-2-pentenal ¢$ 2-Pe 31357-76-3 WILEY275,1 © 21736 78 CeH9C10 132
S 72 . in) of db0988_lib.d (Subtracted) (SCALED) .
10.0, ) can 4(675?m1nodb98811.. ubtracte o 130
8,0 6 :
& ™
§ 6.0 .
¥
1o 4.0
2 1]
E /3 .
§ 2.0 M TN - /78 .
z2 " 4\ 62\ / ’ 37\ 95\ | /1 o4 38
0.0 IH T I e el ...||||| L . i PP | PR . . . ||,|
40 45 50 55 60 65 70 75 80 9/5 20 95 100 105 110 115 120 125 130 135
m/z . . 3 .
Entry #18902, '0-CHLOROPHENOL-D4 (from WILEY275,1); (SCALED) ’
10,0 Y ’ 132~}
’
8,01
~ 6 Y
™
S 6.0 ™\ \.)
o
X
~
Z 4.0
o] /96
2.0 7 ; o4
5 ™ I /
o.0d__ 1t l | ! I ] 11
40 45 50 65 60 65 70 75 80 85 90 95 100 105 110 116 12¢ 125 130 135
- . n’z : . . . :
10.0 Entry #219%55, 6-Chloro-2-heptene $$ 2-Heptene, 6-chloro-, <E)- (CAS) (from WILEY275,1) (SCA 432
B .
8,90
”~
%]
$ 6.0
o
X -
o 4.0
n
£ 2,0
2 '
0,04 ___ - . . - ) | |
40 45 50 55 60 65 70 75 80 9/5 20 95 106 105 110 115 120 4125 130 135
. mlz
10.0 Entry #21735, (E)-3-chloro-2-methyl-2-pentenal $$% 2-Pentenal, 3-chloro-2-methyl-, (E>- (fro 132
8,04
~
e
s 6,0
2
T a0 ' /7
g 2,0/ 112
20
0,0 | | /1 1,
40 45 50 85 60 65 70 75 80 85 20 95 100 109 110 115 120 125 130 135
V4 4 :

‘Digitally signed by Andrew
‘Target 3.5 esignature:u

"~ Freedom_0006097_0262



Data File: /chemHP19760,1/14Feb21a,b/db0988_11b,d : Page 13
" Date 3 21-FEB-2014 22309 - ' '

Client ID; HeOt1 o Instrument: HP19760.i

Sample Infot H60113736668031303SAMPLES$s ' '

Volume Injected (ulL>$ 1.0 ’ Operators: ceb05247
Column phase: J&W DB-GHS - Column diameter: ©,18
Library Search Compound Hatch ' ' ‘CAS Number Librérs Entry Quality Formula Weight
Decane o : 124-18-5  NISTOBa,l 18488 CloH22 - 142
Decane (CAS> $$% n-Decane $% Isodecane $% 124-18-5 WILEY275.1 30007 95 C10H22 . 142
'DECANE - _ 0-00-0 WILEY275,1 ‘30102 ! C10H22 142
'10 o Scan 7505(5. 08 min) of db0988_lib,.d (Subtracted> (SCALED)
. -0 v. /43
8,04
~ . .
© 60l " 71
51 /
~
. S
o 401 _ : . /P :
g | - | -
§ 2.04 . N . . S 99\ g 42
z I || , ; _ \ A3 Ly
0,0l } 111 IS I Lk P Al A i ! |
20 3 - 40 80 60 . - 700 . 80 - 20 100 110 120 130 140
I Entry18488, Decane (from NIST0B5a,.1> (SCALED>
10,0 & ; (SCAL
43\
8.0 .
o3
. § 6.0 -
2 W e
w440 - 8B\
2,01 ) 9 : 14
| o I | || /8 | _ N /113 z\‘@
0.0l A1 .‘|| 1 mniiie L ...|,. Al 1t i
20 30 40 - Bo 60 7 . 80 90 100 110 120 130 140
- : ___M/Z _ — .
10 o Entry #30007,4 3!:!}c;a_r\e (CAS) % n-Decane.$$ Isodecane: $$% n-C10H22 $$ UN 2247 (from WILEY275,1
* . -
8,0
)
s 6401
L34
R
4,0 71 -
— N 27 /
gl ) S - 85\
2,04
2" ‘ : I N s ¢
0.0l , l ] I I — i, 11 it : |
20 30 40 50 e . 70 8¢ 20 . 100 . 110 120 130 140
m/z , .
) Entry #30102, DECANE (from WILEY275,1) (SCALED)
16,0, ‘ 43 R
8.0
~ B
™M
:c_,‘ 6,0
X 71\
4,04
—g ; 85\
: 14
§ 2.0 , . . , N Vi 13 2}?\3
o0l c b ; - Il 1 I 0 ~ N
20 30 40 ‘80 . 60 70 - g 8¢ 20 100 110 120 130 140 -
Vs :
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Data File; /chem’HP19760,1/14feb21a.b/dbo988_1ib,d . S Page 14
" Date $ 24~FEB-2014 22109 _'

Client IDy Heo11 . _Instrumentt HP19760,1

Sample Info; H60113736668031303SAMPLEs 3

Volume Injeoted (uL): 1,0 . " Operatori ceb05247
Column phase: J&i DB-BMS Column diameter; 0,18
Libr;ara Search Compound Matoh CAS Number Library - Entry Quality Formula . MWeight
Pr-oﬁano_ ic acid, 2-chloro-, methyl ester 1-7639-93-9 NISTOB&.I 2448 @ C4H7C102 122
SEC-BROMOBUTANE-1,1,1,2,3,3~D6 $% 1,1,1, 53%66-37-3 WILEY275.1 23974 32 C4H3D6Br 142
Ethane, 1,1-dichloro- . i 75-34-3 NISTOBa,l . - 2948 25 ‘C2H4C12 98
10,0 Soan 865 (6,520 min) of db0968_lib,d (Subtracted) (SCALED) 146~
8,04 ’ ) ’ .
~ .
™ ;
? e N | ' I /H/‘
o
x . 9
5 4.0] , 1 - AN
] ) .
£ ’ .7 ) 26
5 2.9 N | EN | TNy v A .
0,0 o aillnall, |||,|..In..|||....‘| e o, o ||'. de o ,_|.|. Nihs
20 30 40 56 60 70 8 - 9% - 100 110 120 . 130 140 150
- . _ . i i Mz . - L N 5 N . —
Entry #9448, P i id, 2-chloro- (F NISTO0Ba,l1)’ ALED)
10,04 ntry + Propanoic ac;cb\ésc oro-, methyl ester (from B ¢(SCALED »
3.01
:N_; -
s 6.0 .
¥
~ 4.0 2 ,
(] 4 |
£ N LN : LNy .
$ 2,01 /15 . 79\' /93 122\
0,0d_.1. A “-l........l-l.- .-..u.u.ll..nll.' Lol .l-.;l.l.. . _ Cees
20 30 40 50 - 60 0 .8 . 9% 100 110 120 130 140 150
10,0 Entry #23974, SEC—BROHOBUTQNE—siéﬁVi,Z,3,3—D6 $¢ 1,1,1,2,3,3-HEXADEUTERO-2-BROMOBUTANE (from
. . } -
8,0 o : _ o '
A .
IX]
$ 6.0 _ ) >( /(
o .
5 .
4,0 : 4
3 e
3 . /33
g 20 | . s 113 413
0,0 I | I | | | ' | | | | \. '
20 30 40 50 60 70 y 80 20 100 110 120 130 14¢ 150
. moZ ,
16,0 Entry #2948, E;;:ge, 1,1-dichloro— (from NIST0S5a,1)> (SCALED) .
8.0 . : )(
" ) .
™ . / .
$ 6.0 % . L .
X { . :
4.0 27 : :
i / o
5 2.04 . . 9
z 5 37 /47 76 : 9\ 02
0.0 /l R |/ Vi nine / .|.|.. ...I.|../. .
20 30 40 - 50 . 60 70 © 80 920 100 110 120 130 140 150
. n’z : : :
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Target compound, do not report.

ajs00193 03/02/2014

Data Files /éhe;n/HP19760.i(14f‘eb21_a.b/db0993_1ib.el Page 15
Date t 21-FEB-2014 22309
Client ID: Heoli Instrument$ HP19760,.1
Sample Infoi HG0113736668031303SANPLES 33 _
volume Injected (uLd$ 1,0 Operator: ceb05247 1
Column phases: JaM DB;SHS Column diameters .0,18
Libr-arg Searoh Coﬁpound Match CAS Number . Library * Entry Quality Formula Weight
Cyclohexanemethanol , 4-methyl~, trans- 3937-49-3 _NISTéSa.l 12246 ' C8H160 128
-Cyclohexanemethanol, 4-methyl-, trans- ¢ 3937-49-3 WILEY275,1 19674 - 78 C8H160 128
Cycloheptanemethanol 4448-75-3  NISTOBa,l 12094 : i x] C8H160 - 128
Sc 888 (6,713 min) of db0988_lib,d (Subtracted) (SCALED>
10'%
8.0
] 7
b 6.01
W 81 9
T 4.0 N 5\
2 . . /41
5 2.0 10 1760478
® el | ||| e Y
0.0 T I. il an i .!. 1
20 30 40 50 ¢ 0 20 100 110 120 130 1490 150 160 170
" 1 -
Entry #12246 Cucldhexanemethanol, 4-methyl-, trans- (from NISTO5a,l1)> (SCRLED)
10,0 55~ /\
8.0 M Y\
~
[ .
< 6,0 / . / C/
5 - /
< X N
o 404 41 N
] \ 1
IS 2,04 27 69\ \
s TP P A T 2
0,04 REN .||||. Ll ||| | il AL i —_ . —
20 30 40 60 [ 70 / 100. 110 120 130 140 150 160 170
n 2,
10.0 Entry #19674, Cuclohgéasnenethanol, 4-methyl—, trans- (CAS) $$ TRANS- 1—HETHQNOL-4—METHYLCYCL
]
8,04
()
b 6.0
=
3
- %04 /97
" 81
£ 27 : N 9
c
§ 20 7 2N I ™ A0
0,0l I “lﬁ lll l : ll ) I
20 30 40 50 60 70 / ' 110 120 130 140 150 160 170
rn z
"Ent| #12094, C 1 hept. thanol (f NISTO
10,0 & 5/:_r~3 . » Cycloheptanene o rom 5a.1> (SCALED>
6.0) - O
¢
m.
& 6,0 k X '
o
4,0 .
- 41 62 2\
2 N N
5 2.0 2
= <11
S o s I SN
0,04_ .I.l;l. L || ll ! _. | IYETY ) IORCu oS 11 | ST P .
20 30 4 - 50 80 9;/ .0 106 110 120 130 140 150 160 170
. Z )
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1
Data File: /chem/HP19760,1i/14feb21a,b/db0988_1ib,d

Page 16
Date $ 21-FEB-2014 22309
Client ID: HE011 Instrument; HP19760.i
Sample 'InPo: H60113736668031303SAMPLE S 3
Volume Injected CulL>: 1,0 Operator: ceb05247
Colﬁmn'phasex J&W DB-EMS Column diameteri 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
Cyolopentasiloxane, decamethyl- 541-02-6 NISTOSa,1 - 161016 - C10H3005Si6 370
Cyclopentasiloxane, decamethyl- (CAS) $¢ 541-02-6 WILEY275.1 221485 87 C10H3005S8i8 370
Benzoic aoid, 2-E(trimethglsilgi)oxyl-, 3789-85-3 NIST¢Ba,l 112910 38 C13H22035i2 282
Soan 1006 (7,394 miny ﬁf‘ ob0988_1 iﬁ.& (Subtraoted> (SCALED>
10.9; |~73
8,01 .
~
™
§ 6,04
R
~ . N
- 40 263 -
g 2.9 O I A% /154 19 P ad 251\- ‘ 323 S\JFB
0,04 A L. ) . : T : . ik 1] \ ) f_
40 60 ' 80 100 120 14¢ 160 180 - 200 220 240 260 280 300 320 340 360
. . n/z - 3 L . .
Entry #161016, Cyclopentasiloxane, decamethyl- (from NIST0Ba.l1> (SCALED)
10,0 73
8,04 \
AN
§ 6,04
] 355\
R 267
¥ 4.0 AN
[] .
feo -
] SRy 7 13 15 193 207 24K SN o
0,04 . o L. . II.' ./e ey ..3\ ; 4\- tee b s Wl .-/ e e Do _sedlhe, ./ - - [ [ .
40 60 80 100 120 14¢ " 169 180 200 220 240 260 280 300 320 340 360
10.0 Ent;yZZMBS, Cyclopentasiloxane, decamethyl- (CAS) $$ Dimethylsiloxane pentamer $$ DECAME
. .
8,01
~
5 6.0
g 267
E AN
4,04
";" 355\
& 74
G 2.04 L/ 93 7
= | ] Ve Ve ! 323
0,04 I . | 1 [l ! lIn . ll ‘e [ L
40 , 60 80 100 120 140 160 130/ 200 220 240 260 280 300 320 340 360
. e 4
10.0 En@;;’§112910, Benzoic acid, 2-[(trimethylsilyldoxyl-, trimethylsilyl ester (from NISTOSa,l
8,0
A
[x]
s 6.0
=
s 40l 4 SEAN
F L :
2,04 '] 13 -
z " /? ™\ A AN a3 Vaacd
0,0J_» |I oo aban .".l ..ll TR Y bl e I 1 . - t . .
40 60 80 100 120 140 169 180/ 200 220 240 260 280 300 320 340 360
. . LV B .
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Data File: Zchem/HP19760,i/14feb21a,b/db0988_lib.d ‘ N Page 17
nat,_é' 1 21-FEB-2014 22309

Client 1D¢ H6011 ‘ : Instrument? HP19760,i

Sample Infoi HE0143736668031308SAMPLES ;s

Volume :In,jected (ul>t 1,0 ) Operator$ ceb0b6247
Column phaset J&W DB-5MS . Column diameter: 0,18
Library- Search Compound Match . CAS Number Library Entry Quality Fornula Weight
3-Amino-5-chloro-1-methyl-2¢1H)=-pyrazino 87;486—43-9 WILEY275,1 44516 CSH6C1N30 159
1-Hethyl-3-nitro-1H-pyridin-2-one 32896-91-6 NISTOBa,l 26147 . o CeHEN203 154
2-Ethoxypyrazine . 38028-67-0 NISTOBa,l 9999 10 CeHBN20 124
. Scan 1074 (7,797 mi|;1) of db¢988_lib.d (Subtracted> (SCALED) .
10,0 T 1697
8,0{ /7
~
e
L 6.0
o
< 52\
T 4,0 X 27
g 20 I Ny | | 2
0,0 I||I | il | ) Il , || 1 ] i . Y !,'
’ 20 30 —4 - 60 60 70 80 20 120 130 140 150 160
: n'z .
Entry #44515, 3-Amino-5-chloro-1-methyl-2(iH)-pyrazinone $$ 2(1H)-Pyrazinone, 3-amino-5-chl
10,04 e ’ 1ne Y FY Y 159
" 8.0 /
~ A
A .
$ 6401 : .
g % t .
T 4.0 :
a - 16._. :
K] - 30
£ .o : ) 9 s . A
I ) : : | | 2
0.0 . . B L. | ih
20 30 40 2] 60- 70 T80 20 100 110 120 140 150 - 160
- m'z - .
. 1'0 o Entc\ #26147, 1-Methyl-3-nitro-1H-pyridin-2-one <From NIST¢5a,1) (SCALED)
404
| 0 X
"~
s - 15:
$ 6.0 /V\/ N {
3 : :
T4l % .
.
£ 2,0 37
g ° ‘ | ” | | 93\ 0 2 A
0,04 i .| I T | .|| | .||||||. ...|| I . . .. l,
‘ 20 - 30 g 100 110 120 130 140 156 ~ 4160
rn z
10,0, - ~g0 ‘Entry #9939, 2—Ethox9p5razme (from NISTOSa.l1> (SCALED> .
8,0 ' K
;; 29 . ) ] . .
$ 6.0 : , ' \
¥ . I
Y 4,0 ' ™\ 109 :
] /52 0 12
£
é 2.0{ ’ l | /e 4\
- ) : . 26
0,0 |||| 1. Ihll .-I . ..||||. -1 el ' |l./. - '
40 B0 60 70 80 20 100 110 120 430 140 180 160
W'z
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Data File$ /chem/HP19760,i/14feb21a,b/ db0988_lib,d Page 18.
Date § 21-FEB-2014 22309
Client ID: He011 ) Instrumenty HP12760,1
Sample Info: H60113736668031303SAMPLES S
Volume In,jécted CuL>s 1,0 Operatori ceb05247
Column phase$ J&W DB-BMS Column diameter: 0,18 .
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
4,7-Methano-1H- i._ndene, 3a,4,7,7a-tetrahy . 77-73-6 WILEY276,1 22248 Ci0H12 132
endo—4-Oxatricyclol5.,2,1.0¢(2,6) ldec-8-en 1528-23-¢ NISTOBa,1 15974 6 C9H120 136
Endo-4-oxatrioyclol§6,2,1,0(2,6) Jdeoc-8-en 0-00-0 WILEY275,1 24877 46 C9H120 136
Soan 1079 (7,826 min) of db0988_ lxb d (Subtracted> (SCALED)
10,04 1657
. /66 .
B0 .-
~
8 s }/\
$ 6,0 L et t/{
¥ : :
Y 4,0
-4 . .
g 2.0 6! 1 .
18 # /40 I I | | 29\ /136 o
0,0 111, .||II.I...-|-|I I II I D o .I- | . |.-.. I.I. [T R NIN
T30 40 50 60 70 80 90 O 120 130 140 150 160 . 170
: n'z _ . :
Entry #22248, 4,7—Hetha@21H-indene, 3a,4,7,?a-tetrahudr‘o- (CAS> %% 3a,4,7,7a-Tetrahydro—4,
10,0 ) 6 . .
8.0
”~
e
S 6,01 R .
: X
4,04
-t

]
£ 2.0
g % 39\ fi I /77 104\ 115\ /132

0,04_1 1l | . | | ) . ) | . .

30 40 60~ 60 70 80 90 100 110 120 130 140 150 160 170
n'z . o . .
Entry #15974, endo-4-Oxatricyclo(5,2,1,0(2,6)ldec-8-ene (from NISTO3a,l)> (SCALED)
10,0 _ 166 -

8,0
~ .
%]
§ 6.9 ; X
o
&
o 40
g /39

2,0 27 ; 1 . 13
4] .
§ 2ol | L ) A0S “~ A3

0.0 NITIR .I,Illn i 1l IIlI- 1l i ) }:

30 40 50 60 70 80 90 100 110 120 1306 140 150 160 170
- mez -
10.0 Entry #24877, Endo'—{—éosxatricyclo[5.2.1.0(2,6)]dec—e-'ene (from WILEY275,.1) /¢SCALED)
.

. 8,04 .
- .
o .
$ 6,0 ')(
g -

X
ot
o 4.0
g 2,0 ' 1 36
s = 9 79 S Z
0.0 : il i, L |
30 40 50 60 70 80 20 100 1190 120 13¢ 140 150 160 170
n/z
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Data File: /chem/HP19760,1/14feb21a.b/db0988_lib.d . Page 19
Date 3 21-FEB-2044 22309 .

Client ID3 H6011 : . Instrument: HP19760,i

Sample Info: H60113736668031303SAMPLES S

vVolume Injected (ul>: 1,0 Operators ceb05247
Column éhase: Jek DB-BMS Column diameter: 0,18
Library Search Compound Match CAS Number Library Entry Quality Formula - Weight
2¢1H>-Pyridinone, 5-6hloro—3—h9droxu-' 63233-89-9 NIST0Ba,l 20504 CSH4C1ND2 145
1H-Imidazole, 4-methyl- 822-36-6 NISTOS5a,1 1134 8 T CaHeM2 ‘82
1H~Pyrazole, 4-methyl- (CAS) ¢$ d-Methyl 7554-65-6 WILEY275,1 2333 53 C4HeN2 82
Scan 1094 (7,913 min? of dbO?Sa)xb +d (Subtracted) (SCALED)
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Data Files /chom/HP197?0.!/14Feb21a.b/db0998_!ib.d

Date t 21-FEB-2014 22309
Client ID; He011 ,

Sample Info: HE60113736668031303SAMPLE:
Volume Injected Cul?>?: 1.0

Page 20
Instrument: HEiB?GO.l i

Operator: ceb05247

Column phase? J&H'DB—EHS Coluan diametery 0,18
Library Search Compound Match N CAS Number  Library Entry Quality Formula Heigﬁi
4-AMINO-3-CHLOROBENZENETHIOL 0-00-0 WILEY275,1 44523 C6HECINS. 169
2-Ethoxypyrazine 38028-67-0 NISTOBa,1 9999 12 CEHBN20 124
1-Methyl-3-nitro-iH-pyridin-2-one 32896-91-6 NISTO5a,l 26147 10 C6HEN203 154
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Data File: Zchem/HP19760,1i/14feb21a,b/db0988_lib.d . Page 21
. Date 3 21-FEB-2014 22309 _

Client ID$ He011 Instrumentt HP19760.1

Sample Info: HE0113736668031303SAMPLES S

Volume Injected (ulL>: 1.0 Operators ceb0b247

Column phase: J&W DB~BMS “Column diameters 0,18

Library Search Compound Match CAS Number Librérg Entry . Quality Formula Weight
2,6-Diochloro~4-fluorophenol 392-71~-2 NISTOBa, 1 43383 CeH3C12F0 180
2,2—Dichloro-s—methgl;i—oxa-z-silacgclo— 67608-54-2 NISTOBa,l 43296 35 C6H6C12081 180

2,2-Dichloro-6-methyl-1-oxa-2~silacyclo- 67608-54-2 WILEY276,1 63693 " 35 CEHeC120Si 180

Scan 1136 (8,158 min)> of db0988_lib.d (Subtracted) (SCALED>
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Entry #43296, 2,2-Dichloro-6-methyl-1-oxa-2-silacyclo~3,5-hexadiene (from NISTOSa,1) (SCALE
8,0
B o]
. 14
S N
< 4,0
- 2
]
£ 2.0 e ‘ 4 ' X '
2 | { II//147 , 85
0.0l - | N
30 40 50 g0 70 80 90 1?? 110 120 130 1490 180 160 170 180
: n’z
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Data File$ /chem/HP19769,i/14feb21ia,.b/db0¢988_1ib,.d
Date : 21-FEB-2014 22309

Client ID; HGO11

Sample Info: H60113736668031303SAMPLESS?

volume Injected (uld$ 1,0

Page 22

" Instrumentj HP19760.i.

Operators ceb05247

Column phasei J&W DB-5MS Column diameters 0.18
Library Search Compound Match CAS Number Library Entry Quality Formula Weight
3-Butenenitrile, 3-chloro- 21031-46-9 NISTOSa,l 3933 50 C4H4CLIN 101 -
2-Norbornene 498-¢6-8 NIST0Ba, 1 2533 49 C7H10 .94
Bieyclol(2,2,1]hept-2-ene, B-propyl- 22094-80-0 NISTOGa,l 15271 49 CioHi16 136
Scan 1141 (8,187 min) of db0988_lib,d (Subtracted). (SCALED) )
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Entry #2539, 2-Norbornene (from NIST0B5a,1)> (SCALED)
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